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f. Introduction 

A. PURPOSE 

In spite of the scientific community's continuing interest over 
the past 90 years in partitioning measurements, no compre- 
hensive review of the subject has ever been published. In fact, 
no extensive list of partition coefficients has appeared in the 
literature. The largest compilation is that of Seidell; 1 smaller 
compilations have been made by Collander, 2-5 von Metzsch, 8 
and Landolt. 7 The task of making a complete listing is nearly 



(1) A. Seidell, "Solubility of Organic Compounds," Vol. II, 3rd ed. 
Van Nostrand, Princeton, N. J., 1941. 

(2) R. Collander, Physiol. Plant., 7, 420 (1954). 

(3) R. Collander, Acta Chem. Scand., 3, 717 (1949). 

(4) R. Collander, ibid., 4, 1085 (1950). 

(5) R. Collander, ibid., 5, 774 (1951). 

(6) F. von Metzsch, Angew. Chem., 65, 586 (1953). 

(7) Landolt- Bornstein, "ZahlenwerteandFunctionen," Vol.2. Springer- 
Verlag, Berlin, 1964, p 698. 



impossible since Chemical Abstracts has not indexed the 
majority of the work of the last few decades under the subject 
of partitioning. While reference may be made under the name 
of a compound, this is of very little help in organizing a list 
of known values. Actually, in recent years relatively few par- 
tition coefficients have been determined in studies simply de- 
voted to an understanding of the nature of the partition co- 
efficient. The vast majority have been measured for some 
secondary reason such as the correlation of relative lipophilic 
character with biological properties of a set of congeners. 

In the course of structure-activity studies undertaken by 
this laboratory over the past decade, many values for partition 
coefficients of drugs have been found in the biochemical and 
pharmaceutical literature. From references in these papers, 
many other values have come to light. As these values have 
been uncovered, they have been fed into a computer-based 
"keyed-retrieval" compilation which, while admittedly not 
complete, is still far more comprehensive than any yet pub- 
lished. 

This compilation is not the primary reason for the present 
review. Work 8 on the correlation of hydrophobic bonding in 
biochemical systems with partition coefficients has been 
greatly hindered because of the lack of any survey of the 
field. This review is written in the hope that the organization 
of the scattered works on this subject will be of help to others. 
However, the more dynamic part of the subject is the use of 
the partition coefficient in the study of intermolecular forces 
of organic compounds. This subject, while still in the em- 
bryonic stage, holds promise for the better understanding of 
the interaction of small organic molecules with biomacro- 
molecules. Equation 1 is one of many known examples 9 of a 

1 n r s 

log - = 0.75 log P + 2.30 42 0.960 0.159 (1) 
C 

linear free energy relationship relating two "partitioning-like" 
processes. In eq 1, C is the molar concentration of organic 
compound necessary to produce a 1 : 1 complex with bovine 
serum albumin via equilibrium dialysis. This partitioning 
process is related linearly to log P which is the partition co- 
efficient of the compound between octanol and water. The 
number of molecules studied is represented by n, r is the cor- 



(8) C. Hansch, Accounts Chem. Res., 2, 232 (1969). 

(9) F. Helmer, K. Kiehs, and C. Hansch, Biochemistry, 7, 2858 (1968). 
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relation coefficient, and s is the standard deviation from re- 
gression. Many such linear relationships between solutes 
partitioned in different solvent systems have been uncovered 
(section IV). A summary of this work should provide a better 
understanding of the octanol-water model system and further 
the application of such linear free energy relationships to 
"partitioning-like" processes in more complex biological 
systems. 

Another aspect of this review is to summarize the present 
understanding of the recently discovered 1 " additive-constitu- 
tive character of the partition coefficient. This property prom- 
ises to be of value in studying the conformation of molecules 
in solution. 

B. HISTORICAL 

The distribution of a solute between two phases in which it is 
soluble has been an important subject for experimentation 
and study for many years. In one form or another this tech- 
nique has been used since earliest times to isolate natural 
products such as the essences of flowers. 

The first systematic study of distribution between two 
immiscible liquids which led to a theory with predictive 
capabilities was carried out by Berthelot and Jungfleisch. 11 
These investigators accurately measured the amounts present 
at equilibrium of both I 2 and Br 2 when distributed between 
CS2 and water. They also measured the amounts of various 
organic acids, HjSO^, HC1, and NH 3 when distributed between 
ethyl ether and water. From these early investigations came 
the first appreciation of the basic fact that the ratio of the 
concentrations of solute distributed between two immiscible 
solvents was a constant and did not depend on the relative 
volumes of solutions used. 

It was concluded from these early observations that there 
was a small variation in partition coefficient with temperature, 
with the more volatile solvent being favored by a temperature 
decrease. It was also evident that some systems, notably 
succinic acid partitioned between ether and water, did not obey 
their simple "rule" even in dilute solution, but they intuitively 
felt the rule would be justified nonetheless. 

In 1891, Nernst made the next significant contribution to 
the subject. 12 He stressed the fact that the partition coefficient 
would be constant only if a single molecular species were 
being considered as partitioned between the two phases. 
Considered in this light, partitioning could be treated by 
classical thermodynamics as an equilibrium process where the 
tendency of any single molecular species of solute to leave 
one solvent and enter another would be a measure of its 
activity in that solvent and would be related in the usual 
fashion to the other commonly measured activity functions 
such as partial pressure, osmotic pressure, and chemical po- 
tential. As the primary example of a more exact expression 
of the "Partition Law," it was shown that benzoic acid dis- 
tributed itself between benzene and water so that 

VC/Cw = K (2) 

where C, is the concentration of benzoic acid in benzene 
(chiefly in dimeric form), C w is the concentration of benzoic 
acid in water, and K is a constant combining the partition 



10) T. Fujita, J. Iwasa, and C. Hansch, /. Amer. Chem. Soc, 86, 5175 
1964). 

(1 1) Berthelot and Jungfleisch, Ann. Chim. Phys., 4, 26 (1872). 

(12) W. Nernst, Z. Phys. Chem., 8, 1 10 (1891). 



coefficient for the benzoic acid monomer and the dimerization 
constant for the acid in benzene. 18 Since benzoic acid exists 
largely as the dimer in benzene at the concentration em- 
ployed, the monomer concentration in benzene is propor- 
tional to the square root of its total concentration in that 
solvent. Of course, Nernst was also aware that, at low con- 
centrations, the concentration of benzoic acid in the aqueous 
phase would have to be corrected for ionization. 

This association and dissociation of solutes in different 
phases remains the most vexing problem in studying partition 
coefficients. For a true partition coefficient, one must con- 
sider the same species in each phase. A precise definition of 
this in the strictest sense is impossible. Since water molecules 
and solvent molecules will form bonds of varying degrees of 
firmness with different solutes, any system more complex than 
rare gases in hydrocarbons and water becomes impossible 
to define sharply at the molecular level. Very little attention 
has been given to the fact that solutes other than carboxylic 
acids may carry one or more water molecules bound to them 
into the nonaqueous phase. This is quite possible in solvents 
such as jec-butyl alcohol which on a molar basis contains 
more molecules of water in the butanol phase than butanol! 

During the early years of the twentieth century a great 
number of careful partition experiments were reported in the 
literature, most of which were carried out with the objective of 
determining the ionization constant in an aqueous medium 
of moderately ionized acids and bases. As a point of historical 
fact, the method did not live up to its early promise, partly 
because of unexpected association in the organic solvents 
chosen and partly because of solvent changes which will be 
discussed in detail in a following section. 

After reliable ionization constants became available through 
other means, partitioning measurements were used to cal- 
culate the association constants of organic acids in the non- 
aqueous phase as a function of the temperature. This yielded 
values of AH, AS, and AG for the association reaction. 14-18 
However, any calculation of self-association constants from 
partition data alone can be misleading when hydrate formation 
occurs. 19 ' 80 

As early as 1909, Herz 21 published formulas which related the 
partition coefficient (P) to the number of extractions necessary 
to remove a given weight of solute from solution. His for- 
mula, with symbols changed to conform to present usage, is 
as follows. 

If W ml of solution contains x 0 g of solute, repeat- 
edly extracted with L ml of a solvent, and xi g of solute re- 
mains after the first extraction, then (jc 0 - xOIL = concentra- 
tion of solute in extracting phase and xi/W = concentration 
remaining in original solution. 



(13) Occasionally, K values obtained in this fashion have been re- 
ported as "partition coefficients." In this report all such values have 
been corrected to true P values whenever the different terminology was 
apparent. 

(14) M. Davies, P. Jones, D. Patnaik, and E. Moelwyn-Hughes, J. 
Chem. Soc, 1249(1951). 

(15) J. Banewicz, C. Reed, and M. Levitch, Amer. Chem. Soc, 79, 
2693 (1957). 

(16) M. Davies and D. Griffiths, Z. Phys. Chem. (Frankfurt am Mam), 
2, 353 (1954). 

(17) M. Davies and D. Griffiths, /. Chem. Soc, 132(1955). 

(18) E. Schrier, M. Pottle, and H. Scheraga, /. Amer. Chem. Soc, 86, 
3444 (1964). 

(19) E. N. Lassetre, Chem. Rev., 20, 259 (1937). 

(20) R Van Duyne, S. Taylor, S. Christian, and H. Affsprung, /. Phys. 
Chem., 71, 3427 (1967). 

(21) W. Herz, "Der Verteilungssatz," Ferdinand Enke, Stuttgart, 1909, 
p5. 
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P = 



Xi Xi 



X\ 



Xi = Xc 



PW 
PW + L 



If xi is the amount of solute remaining after the second ex- 
traction with an equal volume, L, of extractant, then 



Xo = Xi 



PW 
PW + L 



Xo 



PW 
PW + L 



(3) 



For the general case where « extractions are made, eq 3 takes 
the general form 



f PW 1" 

= x {pwTl\ 



(4) 



During the 1940's the mechanical technique of multiple ex- 
traction was vastly improved, and countercurrent distribution 
became an established tool for both the separation and charac- 
terization of complex mixtures. 22 It is beyond the scope of this 
review to deal with the great wealth of literature on this sub- 
ject. The interested reader may consult the reviews for 
details. 22 ' 23 

Partition coefficients can be obtained from countercurrent 
distribution studies and many such values appear in Table 
XVII. The equation used for such studies is 



r "' r " rIOf- r)\{p + l) (PY 



(5) 



where T n , r represents the fraction of the total material in the r 
tube distributed through n tubes. 24 For distributions in- 
volving more than 20 transfers and when P is near unity, the 
following simpler relationship applies 



(6) 



where N = position of peak, n = number of transfers, andP = 
partition coefficient. 

During the two decades bracketing the turn of the century, 
while the partition coefficient was being studied by physical 
chemists as an end in itself, pharmacologists became quite in- 
terested in the partition coefficient through the work of 
Meyer 28 and Overton 26 who showed that the relative narcotic 
activities of drugs often paralleled their oil/water partition 
coefficients. However, the correlation of so-called nonspecific 
narcotic activity with partition coefficients did not lead to any 
really useful generalizations in understanding the mechanism 
of drug action in the broad sense. Consequently, the interest 
of both groups in partition coefficients declined greatly. In 
fact, even the exciting technique of countercurrent distribu- 
tion did little to stimulate serious studies of partition coeffi- 
cients per se. It is only the recent use of partition coefficients as 
extrathermodynamic reference parameters for "hydrophobic 
bonding" in biochemical and pharmacological systems which 
generated renewed interest in their measurement. 8 8 



(22) L. C. Craig and D. Craig in "Technique of Organic Chemistry," 
Vol. Ill, Part I, A. Weissberger, Ed., Interscience, New York, N. V., 
1950, p 171. 

(23) L. C. Craig, Bull. N. Y. Acad, Med., 39, 686 (1963). 

(24) B. Williamson and L. Craig,/. Biol. Chem., 168, 687 (1947). 

(25) H. Meyer, Arch. Exptl. Pathol. PharmakoL, 42, 1 10 (1899). 

(26) E. Overton, "Studien uber die Narkose," Fischer, Jena, Germany, 
1901. 



The symbols and nomenclature associated with partitioning 
processes have varied considerably. Before the turn of the 
century, the term "distribution ratio" was often used. Grad- 
ually, partition coefficient has become more widely used since 
Chemical Abstracts has indexed under this heading rather than 
distribution ratio. We shall use partition coefficient when refer- 
ring to data which have been corrected for ionization, dimeri- 
zation, etc., so that one is presumably referring to the distribu- 
tion of a single species between two phases. It is appreciated 
that there is considerable uncertainty about the nature of 
"hydrate formation," and attempts to correct partition coeffi- 
cients for the relative degree of specific association with water 
molecules or solvent molecules are very few. The expression 
"partition ratio" should be reserved to refer to uncorrected 
distributions of solute between two phases. Various symbols 
such as K, Kn, K P , D, and P have been used to represent the 
partition coefficient. We have chosen to use P partly because it 
has become more widely used in recent years than other sym- 
bols and because discussions with P very often involve many 
other equilibrium constants. P stands out from the variety of 
lvalues and is more easily followed in discussions, especially 
since this symbol is used sparingly in the literature pertaining 
to physical organic chemistry. 

If. Theoretical 

A. HENRY'S LAW 

The most general approach to distribution phenomena is to 
treat the Partition law as an extension of Henry's law. For a 
gas in equilibrium with its solution in some solvent 



mjp = K 



(7) 



where m = mass of gas dissolved per unit volume and p = 
pressure at constant temperature. Since the concentration of 
molecules in the gaseous phase is proportional to pressure, p 
can be replaced by G and the mass/unit volume of gas in solu- 
tion designated by C 2 . Equation 7 can then be restated as 



d/Ci = K 



(8) 



In the most general terms, then, the concentrations of any 
singular molecular species in two phases which are in equilib- 
rium with one another will bear a constant ratio to each other 
as long as the activity coefficients remain relatively constant. 
The "catch" to the above simple definition is that it assumes no 
significant solute-solute interactions as well as no strong spe- 
cific solute-solvent interactions. 

Many large interesting organic compounds deviate con- 
siderably from ideal behavior in water and various solvents so 
that one is not always even reasonably sure of the exact nature 
of the molecular species undergoing partitioning. 

B. NONIDEAL BEHAVIOR OF SOLUTES 

In many instances solute molecules can exist in different forms 
in the two phases. This problem can be illustrated with the 
relatively simple and well-studied case of ammonia. 

NH S ( vapor) 



1 «NH J ) 1 



f aqueoua 

: nh> ;r± NH 4 + oh- 



In this example, Henry's law is not obeyed, and there is wide 
variation oim/p (or C 2 /G) with concentration, Calingaert and 
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Huggins 27 considered the ionization equilibrium and found 
that G/[G(1 — a)] •= K; the degree of ionization is repre- 
sented by a, and AT was found to be constant to within 3 % over 
a 300-fold range of concentrations. Moelwyn-Hughes 28 points 
out that if one allows for both ionization and dimerization 
assigning a value of K = 3.02 mol/1. for the equilibrium con- 
stant for the reaction 2(NH 3 ) «=± (NH 3 )2, then a constant parti- 
tion ratio is obtained for concentrations up to 1 .6 M. 

The equation allowing for both dimerization and ionization 
can be cast in several forms and the choice is merely one of 
convenience in handling the data. In treating their data on the 
distribution of acids between water and toluene, benzene, or 
chloroform, Smith and White 29 assigned the following sym- 
bols in developing a useful set of equations. 

Ci = concentration of total solute in aqueous phase in mol/1. 

C> = concentration of total solute in organic phase in mol/1. 
(in terms of monomer molarity) 

X = concentration of ions in aqueous phase 

N - Ci — Xi = concentration of un-ionized molecules in water 
at the first concentration level 

n = G' — Xi = concentration of un-ionized molecules in 
water at the second level 

P m concentration single molecules in organic phase/concen- 
tration single molecules in aqueous phase 
Kd = dissociation constant of double into s ; ngle molecules in 
organic phase 

Ka. = dissociation constant of single molecules into ions in 
aqueous layer 

For aqueous equilibrium 

K A = X'KQ - X) 



HA 

(Ci - X) 



: h + + a- 

(X) (X) 



and 



X = 



-K^ + Vk^ + AK^ 



(9) 



For equilibrium in the organic phase 30 
(HA) 2 2HA 
2(P[Ci - X{\)' 2(.PN) 2 



Kt> = 



2{Pny 



G - P(d - Xi) G - PN G' - Pn 

Gw 2 - d'Af 
(n - N)nN 



(10) 



(ID 



It is readily apparent that any set of experimental values of G 
and G are apt to have one or more aberrant points, and, fur- 
thermore, it is not always apparent how high a concentration 
must be reached before other solvent effects introduce sizable 
errors into the relationship which assumes a constancy for the 
two phases. For this reason it is advisable to recast eq 10 in 
another form. 

K u = 2(/W) 2 /(G - PN) 
which is equivalent to 

K D (C, -PN) = 2(.PN) 2 
Multiplying by 1/KnN 2 and rearranging, we obtain 



Cz/N 2 = P(l/N) + constant 
constant = 2P 2 /Ku 



(12) 



It is evident that a plot of (G//V 2 ) vs. l/N will yield a straight 
line with slope = P. If there are sufficient data points, any 
aberrant values will be apparent, and the concentration be- 
yond which the linear relationship no longer holds is more 
obvious. 

A good deal of the data on acids in the literature had never 
been treated in this manner. To make these calculations from 
data which recorded a range of total concentrations in each 
phase (regardless of whether present as dimer, ion, etc.), we 
have written a small computer program to calculate 1//Vand 
G//V 2 for each concentration value and P for each consecutive 
set of two concentrations. The program also punches a set of 
cards with G//V 2 and 1 jN values which can then be used with a 
regression program to eliminate aberrant values and values 
beyond the true linear relationship. Whenever possible, the P 
values in Table XVII have been calculated in this way and 
95 % confidence intervals have been placed on them. P values 
so obtained were used to calculate Kd values in Table II. 

A slightly altered form of eq 1 2 has also been widely used. u > 3 1 
Stated in terms of the above symbols, it is 



N Kd 



(13) 



In this form a plot of N vs. 1/N yields the value of P from the 
intercept (the partition coefficient at zero concentration where 
dimerization can be ignored). The value of the dimer dissocia- 
tion constant can be obtained from P and the slope. It is obvi- 
ous that dividing both sides of eq 1 3 by N yields an equation of 
the form of eq 12 and thus a given set of data should yield the 
same values for P and K D by either method of calculation. 
We prefer to use the Smith and White equations, especially 
where no data points were measured at low concentrations 
and where, therefore, there can be a wider 95 % confidence in- 
terval in the intercept value as compared to the confidence in- 
terval on the slope. 

In calculating partition coefficients or association constants 
of acids, one is of course quite dependent on the quality of 
equilibrium constants available. For example, Moelwyn- 
Hughes," in reviewing data reported by Rothmund and 
Drucker, 33 assumed no dimerization of picric acid in benzene 
and obtained a value of 0.143 for the ionization constant of 
picric acid in water. If, on the other hand, we accept the value 
of 0.222 for the Kk of picric acid as determined by conductivity 
measurements 34 and recalculate Rothmund and Drucker's 
data, a P value of 48.77 is found instead of 31.78. The K B 
value, as calculated by eq 12, is very nearly infinity; i.e., there 
is very little association in the benzene phase. This is a depar- 
ture from the behavior of unsubstituted phenols in benzene. 
Endo 36 used partitioning data to show that the dissociation 
constant for the phenol trimer in benzene is approximately 1. 

Ionization and self-association are not the only fates which 
can befall the carboxylic acid monomer (or other polar mole- 
cules) and complicate the calculation of the true partition co- 
efficient and association constant. 19 ' 20 If the solute forms a 



(27) G. Catingaert and F. Huggins, Jr., /. Amer. Chem. Soc, 45, 915 
(1923). 

(28) E. A. Moelwyn-Hughes, "Physical Chemistry," 2nd ed, Pergamon 
Press, New York, N. Y., 1961, p 1085. 

(29) H. Smith and T. White, /. Phys. Chem., 33, 1953 (1929). 

(30) In eq 10, Smith and White omitted 2 in the numerator. 



(31) Reference 28, p 1081. 

(32) Reference 28, p 1082. 

(33) V. Rothmund and K. Drucker, Z. Phys. Chem., 46, 827 (1903). 

(34) J. Dippy, S. Hughes, and L. Laxton, J. Chem. Soc, 2995 (1956). 

(35) K, Endo, Bull. Chem. Soc. Jap., 1, 25 (1926). 
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firmly bonded hydrate, there is another set of equilibria to 
worry about in the organic phase. In order to best explain 
variation of P with concentration in the system of benzoic acid 
distributed between benzene and water, it was proposed 20 that 
three hydrates are present in the benzene. By a rather complex 



R — C H R— <f h 

X>— H— OC \>H-~(< 
H H 

/ T 
/ ? 

R — c' H 

n o-h~ <y 

H 

curve-fitting technique using solubility data of water in ben- 
zene and benzoic acid in benzene, equilibrium constants for the 
three types of hydrates were estimated. In Table I the associa- 

Table I 

Hydration and Dimerization of Benzoic Acid in Benzene 

Temp, C° Kv P 



Van Duyne, et a!. 2 " 



Method A 


25 


589 


0.95 


Method B 


25 


298 


1.31 


Schilow and Lepin ,e 


23.5 


109 


2.30 


Smith" 


25 


260" 


1.63 


Huq and Lodhi 38 


25 


244 


1.56 


Hendrixson 33 


10 


7 


1.43 


Hendrixson 3 ' 


40 


7 


2.10 



' An average of six different determinations. 



tion constants and partition coefficients for benzoic acid in 
benzene are given, and the results assuming hydrate formation 
are compared with results neglecting it. It is evident from Table 
I that the calculations which take hydrate formation into ac- 
count affect the partition coefficient as well as the dimeriza- 
tion constant. However, if method B 20 is accepted, it does not 
yield values far out of line from those determined by other 
investigators. 

Although preferred by Van Duyne, et at., method A is open 
to criticism for it assumes that the dimerization constant 
(K 2<1 in their paper) is the same in dry benzene as in "wet." 
Completely apart from any tendency to encourage hydrate 
formation, the addition of water to benzene could be expected 
to increase the dielectric constant and by this means alone 
should lower Kv (association). 19 ' 40 However, it must be ad- 
mitted that there is evidence which supports a lesser or negligi- 
ble role for a change from a "dry" to a wet organic solvent. 14 

In Table II are listed a number of association constants for 
carboxylic acids in various solvents calculated according to the 



method discussed above. Sometimes £ 1MM was found to vary 
with concentration at levels below 5 X 10~ 3 M, and in these 
cases the constant value at higher concentrations was chosen. 
The variation at the lower concentrations may be more a func- 
tion of the analytical techniques employed in measurement 
rather than a meaningful physical phenomenon, although this 
is by no means completely clear from the data. One must keep 
the arguments of Van Duyne, et al., 20 in mind when consider- 
ing these constants. If hydrate formation is always involved 
with carboxylic acids in solvents such as benzene, then the 
association constants of Table II will generally be too 
low. 

Not much in the way of useful generalizations can be made 
from the data in Table II. It is of interest that there is a general 
trend of the degree of dimerization by solvents: toluene > 
benzene > chloroform » ether. The fact that benzene values 
are lower than toluene is likely due to the greater solubility of 
water in benzene. In fact, the solubility of water in the organic 
solvent as seen from Table VIII is in inverse order to the de- 
gree of dimerization, water being most soluble in ether and 
least soluble in toluene. 

Considering a single solvent, toluene, the dimerization con- 
stant appears to increase with the size of the alkyl group, at 
least up through valeric acid. This effect seems to correlate 
most closely with Taft's steric parameter, E„ While eq 14 is 

logP„ MO = -0.470(±0.32)£. + 1.989(±0.20) (14) 

n r s 
8 0.824 0.223 

quite significant statistically (F llts = 12.6), the correlation is 
not very high. It does suggest, however, that the steric effect of 
the alkyl moiety of the acid is most important. Adding a term 
in p.K. to eq 14 does not improve the correlation. One cannot 
place a great deal of confidence in eq 14 since there is consider- 
able overlap between the two parameters, pAT. and E„ for the 
set of acids under consideration (/ 2 = 0.834). Equation 14 does 
suggest that the large alkyl groups might inhibit hydrate for- 
mation and in this way favor dimerization. 

There is little trend to be seen in the scattered group of halo 
fatty acids and substituted benzoic acids, but the statement 40 
that the more highly chlorinated acids are more highly associ- 
ated does not seem supported. 

In the development of eq 12 and 13 it was assumed that 
association in the organic phase proceeded no further than the 
dimer stage. For the case of acetic acid in the benzene-water 
system, it has been shown 18 that neither partition coefficient 
nor the dimerization constant values calculated from this type 
of expression would be markedly altered if some trimer or 
tetramer were also formed. These authors calculated to be 
2.35 X 10~ 4 , but suggest that this might well be viewed as a 
correction in the dimerization equilibrium constant and there- 
fore not have any real molecular significance. 

While there is little or no evidence for association beyond 
the dimer state for low molecular weight carboxylic acids, 
other types of solutes have a greater associative tendency. For 
instance, a sudden increase in P* 60 (apparent partition coeffi- 



(36) N. Schilow and L. Lepin, Z. Phys. Chem., lOt, 353 (1922). 

(37) H. W. Smith, /. Phys. Chem., 26, 256 (1922). 

(38) A. K. M. S. Huq and S. A. K. Lodhi, ibid., 70, 1354 (1966). 

(39) W. S. Hendrixson, Z. Anorg. Chem., 13, 73 (1897). 

(40) C. Brown and A. Mathieson, /. Phys. Chem., 58, 1057 (1954). 



(41) N. A. Kolossowsky and I. Megenine, Bull, Soc. Chim. Fr., 51, 
1000(1932). 

(42) W. Herz and H. Fischer, Chem. Ber., 38, 1138 (1905). 

(43) N. A. Kolossowsky and S. F. Kulikov, Z. Phys. Chem., A169, 459 
(1934). 

(44) F. S. Brown and C. R. Bury, /. Chem. Soc., 123, 2430 (1923). 
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Table II 
Association Constants of Acids 





. Toluene . 






. CHCh 










Acid 




Ref 




Ref 




Ref 




Other solvent 


Ref 


1. Formic 


£9 


A 1 

41 


121" 


45 


26 


45 


0.6 


Nitrobenzene 


48 


2. Acetic 


42 


42 


28 


45 
42 


60 


45 


43 


ecu 


45 
















0 


Ether 


46 


3. Propionic 


133 


29 


94 


29 


31 


29 


78 


Xylene 


46 
















0.5 


Ether 


49 


4, Butyric 


1 o 


29 


97 


29 


52 


29 


2° 


Xylene 


46 


5. Isobutyric 


^nA 
iW 


29 


182 


29 


64 


29 








6. Valeric 


2UU 


29 


140 


29 


49 


29 








7. Isovaleric 




29 


138 


29 


80 


29 








8. Hexanoic 


94 


29 


96 


29 


30 


29 


160 


Xylene 


46 
















0.1 


Ether 


49 


9. Isohexanoic 






68 


29 


50 


29 








10. Crotonic 


450 


29 


271 


29 


136 


29 


419 


Xylene 


46 


11. Chloroacetic 


132° 


43 






96° 


43 


1.6 


Nitrobenzene 


43 




4.5 


42 


2.2 


42 












12. Bromoacetic 


0 


29 


0 


29 


53 


46 








13. Iodoacetic 


00 


29 


37 


29 


16 


29 








14. 0-Chloropropionic 


100 


29 


55 


29 


35 


29 








15. a-Bromopropionic 


30 


29 


16 


29 


9.5 


29 








16. 0-Bromopropionic 


65 




61 


29 


25 


29 








17. 0-Iodopropionic 


133 


29 


95 


29 


64 


29 








18. a-Bromobutyrjc 


47 


29 


22 


29 


22 


29 








19. Dichloroacetic 


44 


43 










157 


ecu 


43 
















0 


Ether 


43 


20. Trichloroacetic 


0 


43 






0 


43 


0 


Ether 


46 
















0 


Nitrobenzene 


43 


21. Picric 


0 


36 


0.6 


33 


0 


47 








22. Benzoic 


79 


42 
29 


295 


37 


33 


29 


0 


Ether 


46 








298 


20 


120 


17 


1440 


Xylene 


46 








108 


36 












23. o-Toluic 


21 


29 






1 


29 








24. p-ToIuic 


291 


29 






3.3 


29 








25. o-Methoxybenzoic 


3.9 


29 






0 


29 








26. />-Methoxybenzoic 


82 


29 






0.3 


29 








27. o-Chlorobenzoic 


106 


29 






11 


29 


312 


Xylene 


46 


28. w-Chlorobenzoic 


25 


29 






0 


29 








29. p-Chlorobenzoic 


0 


29 






0 


29 








30. o-Nitrobenzoic 


0 


29 






1 


29 








31. m-Nitrobenzoic 


78 


29 






61 


29 


133 


Xylene 


46 


32. p-Nitrobenzoic 


0 


29 






0 


29 








33. o-Bromobenzoic 










30 


29 








34. m-Bromobenzoic 










0 


29 








35. Salicylic 


17 


29 






44 


29 


57 


Xylene 


46 


36. Acetylsalicylic 


143 


29 






75 


29 








37. Methylanthranilic 










85 


29 








38. Phenylacetic 


145 


29 


151 


29 


56 


29 








39. Anthranilic 










770 


29 









° Doubtful value. 



cient or partition ratio) of dibutyl phosphate in hexane (when 
Crs = 0.05 M) can be explained in terms of the conversion of 
the dimer to a polymer chain. 

0---H-O x 
(R0) 2 P; P(OR) a 5=* 

o — h — cr 



OR 

I 



OR 

I 



— 0=P— 0H-4-0=P- 



-OH~fc- 



OR 



OR 



For solutes showing negligible ionization (the work with the 
phosphate esters was done in 0.1 M HNO s ) in the aqueous 
phase, it is easy to test if a higher polymer is formed in the or- 
ganic phase. It has been pointed out' 8 that if a trimer is 
formed 



(45) A. Bekturov,/. Gen. Chem., 9, 419 (1939). 

(46) H. W. Smith, J.Phys. Chem., 25, 204, 605 (1921). 

(47) W. Herz and M. Lewy, Z. Elektrochem., 46, 818 (1905). 

(•48) N. A. Kolossowsky and A. Bekturov, Bull, Soc. Chim. Fr., 2, 460 
(1935). 

(49) W. U. Behrens, Z. Anal. Chem., 69, 97 (1926). 

(50) D. Dyrssen and L. D. Hay, Acta Chem. Scand., 14, 1091 (1960). 
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J^assoc — Ctr/(C*mon) ' 



(15) 



where C tr = concentration trimer in organic phase and 
C ra „„ = concentration monomer in organic phase. Hence 



Oapp ~~" Cm on — Cmoa ~T~ 3-ATossocCmon 



(16) 



where C« pp = total concentration solute in organic phase 
(regardless of form), and C„ = concentration in water phase 
(no polymerization). Assuming trimer cannot exist in the 
aqueous phase, the true partition coefficient for monomer is 



Therefore 



P — Cmon/Cw 

P* = P + 3K M <J»C* 1 



(17) 

A plot of the apparent partition coefficient, P*, vs. the water 
concentration squared, CV, should give a straight line with the 
intercept yielding the value P and the slope yielding the value 

■flassoc. 

Many investigators have followed similar derivations, but 
some have not limited the applications to relatively un-ionized 
solutes. For example, Almquist 51 observed a straight line plot 
of Co/Cw vs. C„ with picric acid in the chloroform-water sys- 
tem. Assuming the applicability of the general relationship 

Co/Cw = n^o^C- 1 ) + P (18) 

he calculated that the true partition coefficient was 0.46 and 
the association constant was 8.6. However, if we use the mea- 
sured ionization constant for picric acid, we get constant 
values oiP = 15.8 and &..„ = 0. As pointed out above, picric 
acid is apparently not associated in benzene, and we would ex- 
pect it to be even less associated in chloroform. Furthermore, 
the value of 15 for P fits in much better when compared to the 
octanol-water system by means of the regression equation A 
in Table VIII. 

Most investigators have assumed that the amount of di- 
merization of aliphatic acids in the aqueous phase is insignifi- 
cant, an assumption which seems reasonable if only a head-to- 
head dimer is possible. 

n oh~- or 

However, with higher homologs other possibilities exist. 
Micelle formation becomes quite significant even at low con- 
centrations with long-chain fatty acids. 52 Even though one 
works at concentrations below the critical micelle concentra- 
tion (cmc), the problem of association in the aqueous phase 
cannot be eliminated. Entwinement of the long alkyl chains 
occurs in very dilute solutions. 63 Careful examination of cryo- 
scopic data, Raman spectra, and vapor pressure measure- 
ments 16 ' 54 ' 55 have been interpreted to yield aqueous phase di- 
merization constants for carboxylic acids which increase with 
chain length: formic, 0.04; acetic, 0.16; propionic, 0.23; 
butyric, 0.36. From a careful study of the distribution of acetic 



(51) H . Almquist, /. Phys. Chem., 37, 99 1 (1933). 

(52) J. L. Kavanau, "Structure and Function in Biological Mem- 
branes," Vol. I, Holden-Day, San Francisco, Calif., 1965, p 11. 

(53) P. Mukerjee, K. J. Mysels, and C. I. Dulin, /. Phys. Chem., 62, 
1390 (1958). 

(54) A. Katchalsky, H. Eisenberg, and S. Lifson, /. Amer. Chem. Soc., 
73, 5889 (1951). 

(55) D.Cartwright and C. Monk,/. Chem. Soc., 2500(1955). 



acid in the benzene-water system, it was concluded 16 that the 
dimer association constant in water is only one-fifth this large 
(i.e., 0.033). Nevertheless, the effect becomes quite large with 
dodecanoic acid, makingthe determination of a true monomer 
partition coefficient almost impossible. 58 Thus the present data 
have not completely eliminated the possibility of head-to-head 
dimerization of fatty acids in the aqueous phase, but the pre- 
ponderance of new evidence 18 favors the "chain entwinement" 
viewpoint. 

Distribution studies have also been made with other types of 
solutes which are known to form micelles at relatively low 
concentrations in water such as alkylpyridinium and pyrido- 
nium chlorides and />-ter/-octylphenoxypolyoxyethanol sur- 
factants. Over a range of solute concentrations below cmc, 
constant P values have been observed. 57,58 

C. THERMODYNAMICS OF 
PARTITIONING SYSTEMS 

Solvent systems which are almost completely immiscible {e.g., 
alkanes-water) are fairly well behaved and lend themselves to 
more rigorous thermodynamic treatment of partitioning data 
than solvent systems which are partially soluble in each 
other. 17 ' 59 ' 80 The following development can be applied more 
strictly to the former systems, but the departures from ideality 
exhibited by the more polar solvent systems are not so great as 
to render this approach valueless. They will be discussed later. 
It should be noted here that the thermodynamic partition co- 
efficient is a ratio of mole fractions (P' = XJXJ), and it 
should not be confused with the more common expression of 
P which is a dimensionless ratio of concentrations. 

Cratin 51 has presented a lucid discussion of some of the as- 
pects of the thermodynamics of the partitioning process. The 
following discussion is drawn from his analysis which relies 
heavily on extrathermodynamic assumptions. 

For each of the "i" components comprising an ideal solu- 
tion, the following equation is assumed to hold 



ti,(j;P,X) = ii x \T,P) + RT\n X, 



(19) 



where m" is the chemical potential of pure "i" in the solution 
under specified conditions, and X\ is its mole fraction. jx\ is not 
the actual chemical potential of pure "i" but the value it would 
have if the solution remained ideal up to X\ = 1. It can be 
shown 61 that, for dilute solutions, the chemical potential based 
on mole fractions is larger than that based on molar concentra- 
tions by a factor of RT In 7°, where V,° is the molar volume 
of solvent and therefore 

m(T,P,X) = Mi S (7\P) + RT In V,° + RT In C, (20) 

An interesting approach to the study of the intermolecular 
forces involved in partitioning is to assume that the free energy 
of transfer of a molecule can be factored into the contributions 
of its various parts; that is, P is an additive-constitutive prop- 
erty of a molecule (see section V). Cratin 61 considered the ther- 
modynamic implications of this concept. Assuming that the 
total transfer free energy of a molecule On) is made up of a 



(56) C. Church and C. Hansch, unpublished results. 

(57) E. Crook, D. Fordyce, and G. Trebbi, /. Colloid Set., 20, 191 
(1965). 

(58) H. L. Greenwald, E. K. Kice, M. Kenly, and J. Kelly, Anal. 
Chem., 33, 465 (1961). 

(59) R. Aveyard and R. Mitchell, Trans. Faraday Soc, 65, 2645 (1969). 

(60) R. Aveyard and R. Mitchell, ibid., 66, 37 (1970). 

(61) P. D. Cratin, Ind. Eng. Chem., 60, 14 (1968). 
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lipophilic component Ol) and n hydrophilic groups 0x H ), we 
may write 

Mt(w) = ml(w) + nns(w) 

Mt(o) = ^l(o) + «mh(o) 

Assuming ideal behavior 

M,(w) = M /(w) + nm» + RT In X(w) 

Mt(o) = pl 6 (o) + W(o) + RT In X(6) 

Converting from mole fractions to concentration terms, the 
above equations become 

jit(w) = ml"(w) + W(w) + RT In F°(w) + RT In C(w) 

Mo) = Ml 8 (o) + W(o) + RT In P°(o) + RT In C(o) 

At equilibrium nt(w) = nt(o)', hence equating equations, 
collecting terms, and replacing C(o)/C(w) by P, we obtain 

L"l"(w) - m/(o)] + RT In [P°(w)lP°(o)l + 

«D"hV) - Mh s (o)] = +RT In P (21) 

Setting A/ = /(w) - /x"(o), eq 21 takes the form 



log? = 



«A M h , Aml + i og rpo (w)/ po (o)] (22) 



,+ 



2.3?r 2.3i?r 



If eq 22 holds, a plot of log P vs. n will be linear with a slope 
equal to AiiJ/Z^RT and an intercept of Ajitl2.iRT + log 
[F°(w)/"P" 5 (o)]. Cratin illustrated the validity of eq 22 by plot- 
ting the data of Crook, Fordyce, and Trebbi" for terr-octyl- 
phenoxyethoxyethanols of the type 



0— (CH.CH.O^CH.CH.OH 



octyl 



partitioned between isooctane and water. Compounds with n 
varying from 1 to 10 were studied. A good linear relation was 
obtained from n = 3 to n = 10. A slight departure from line- 
arity for n — 1 and 2 was found. The linear relationship be- 
tween « and P is given as 58 



log P = -0.442* + 3.836 



(23) 



From eq 23 the standard free energy change (25°) for the 
transfer of a mole of -CHjCH 2 0- from isooctane to water is 
—0.602 kcal and the free energy change (o -*■ w) for the 
/>-terf-octylphenoxyethoxy group is +6.52 kcal/mol. Of course 
since the partitioning data on the phenoxyethoxyethanols were 
obtained at a single constant temperature, this is not a very 
rigorous test of eq 22 since under this condition, P c (o)/F°(w) 
will also be constant. Nevertheless, eq 22 does define the 
necessary conditions for additivity of log P values. The stan- 
dard free energy of transfer of solute in the partitioning process 
is given by 



AG J = Ap," = KT In P' 



(24) 



With the usual assumption that the standard molar enthalpy 
change is not temperature dependent in the range studied, 81 it 
is true that 



din/" 



A& 
RT 2 



(25) 



where AH* is equivalent to the standard enthalpy of transfer 
between the two solvents. It is thus possible to calculate this 



enthalpy of transfer by measuring/" over a range of tempera- 
tures. In practice this is rather imprecise because of two im- 
plied assumptions: first, that the levels of each solvent dis- 
solved in the other remain constant over the temperature 
range; second, if Pis measured in terms of concentrations, that 
the ratio of solvent molar volumes remains constant also. For 
this reason the preferred method of obtaining the enthalpy of 
transfer is by measuring the heats of solution in two separate 
solvents, whence 



Ap° = AH tI ° = A#°(w) - AH°(o) 



(26) 



The entropy of transfer can, of course, be calculated from 

AG tr ° = AH t ,° - TAS t ,° (27) 

Aveyard and Mitchell 59 ' 00 have performed these calculations 
for aliphatic acids and alcohols partitioned between alkanes 
and water. They find much greater enthalpies for the alcohols 
which they ascribe to the "dehydration" of the OH function 
during transfer. Although the acids are also "dehydrated," 
they are thought to recover much of this energy in the hydro- 
gen bonding of dimerization. The corresponding AS values for 
the acids are much smaller than for the alcohols, and thus the 
net free energy changes are not greatly different. 

The changes in miscibility of more polar solvent systems as a 
function of solute concentration have been studied in only a 
few systems. 82-64 However, experience has shown that the 
partition coefficient at low solute concentrations is usually not 
highly dependent on this effect. Even with solvent pairs as 
miscible as isobutyl alcohol-water, the effect is small with 
solutes at 0.01 M or less, and solvent pairs less miscible than 
chloroform-water will easily tolerate 0.1 M solute without ap- 
preciable miscibility changes. 

Equation 25 shows how one would expect the partition co- 
efficient to vary with temperature. However, it is not very 
enlightening from a practical point of view, for the necessary 
heats of solution are rarely available and, furthermore, there is 
the added unknown of the dependence of solvent molar vol- 
ume on temperature. The effect of temperature on P is not 
great if the solvents are not very miscible with each other. A 
summary in Table III of results of varying degrees of accu- 
racy for a variety of solutes in different solvent systems indi- 
cates the effect is usually of the order of 0.01 log unit/deg and 
may be either positive or negative. Insufficient data are pres- 
ent to attempt any useful generalizations. 

D. ENERGY REQUIREMENTS FOR 
PHASE TRANSFER 

The relative roles of the various binding forces which deter- 
mine the way a solute distributes itself between two phases 



(62) G. Forbes and A. Coolidge,/. Amer. Chem. Soc, 41, 150 (1919). 

(63) P. Grieger and C. Kraus, ibid., 71, 1455 (1949). 

(64) E. Klobbie, Z. Phys. Chem., 24, 615 (1897). 

(65) D. Soderberg and C. Hansch, unpublished analysis. 

(66) A. Hantzsch and F. Sebalt, Z. Phys, Chem., 30, 258 (1899). 

(67) R. L. M. Synge, Biochem. J., 33, 1913 (1939). 

(68) T. S. Moore andT. F. Winmill, /. Chem. Soc, 101, 1635 (1912). 

(69) E. M. Renkin, Amer. J. Physiol, 168, 538 (1952). 

(70) H. Meyer, Arch. Exp. Pathol. Pharmakol, 46, 338 (1901). 

(71) J. Mindowicz and I. Uruska, Chem. Abstr., 60, 4854 (1964). 

(72) R. C. Farmer and F. J. Warth, /. Chem. Soc, 85, 1713 (1904). 

(73) T. Kato, Tokai Denkyoku Giho, 23, 1 (1963); Chem. Abstr., 60, 
8701 (1964). 
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Partition Coefficients and Their Uses 



Chemical Reviews, 1971, Vol. 71, No. 6 533 



Table III 



Temperature Effect on Log P 



Solvent-water 


Solute" 


Temp, °C 


A log Pjdeg 


Ref 


Octanol 


Hexanoic acid 


4-2? 


i 7 v 10- 3 


56 




Octanoic acid 


4—7? 


0 0 


sfi 




w-Butylpyridinium bromide 




— 10V 10-2 


OJ 




w-Tetradecylpyridinium bromide 


4—?? 


1 0 V 10-2 




Ethyl ether 


Acetic acid 


d_7S 


— 1 9 V 1 0-S 


00 


Succinic acid 


1 S 7S 


A Q V 1 A— 2 


01 


Cnloroiorm 


/\WCtyi"U"lCUUIlC 


4-27 


—0 9 V 10-2 






Acetyl-if-leucine 


94—^7 


— 1 7 V 1A— 2 


Of 




ivieinyiamine 


IR-'*? 

lO J4 


1 A V 10—2 


00 




Ammonia 


1R- 1 *? 

iO JX 


O R V 10—2 


00 


Oil 










Olive 


A l nt/ri nil 

Autipynne 


/ JU • -J 


1 0 V 10-2 


07 


Cod-liver 


Afivipyriiic 


7-7 S 


1 < V 10-2 


Oy 


Cottonseed 


ctnanoi 


1 3A 
J— 


1 1 V 10—2 
I. 1 A 1U 


7A 
/U 


Benzene 


{>-Phenylenedi amine 


OA *7A 


1 A \S 1A— 3 
J. 4 A 1U * 


/l 




/^-JTiiciiyicucuiauuiJC 


90-70 


4 4V 10" 3 


71 




r^^Tifr f/^o/^rvi^f Utila fill i r\ a 

p-w uroaomeinyiannine 




7 1V 10-3 


79 




Acetic acid 


6-18.5 


3.0 X 10" ! 


66 


Xylene 


2-Methyl-5-ethylpyridine 


10-30 


4.5 X 10-' 


73 




2-Methyl-5-ethylpyridine 


30-50 


7.0 X 10~ 8 


73 


Toluene 


2-Methyl-5-ethyIpyridine 


10-30 


7.5 X IO"' 


73 




2-Methyl-5-ethylpyridine 


30-50 


-4.0 X IO" 3 


73 




Ethylamine 


18-32 


1.7 X IO" 2 


68 




Diethylamine 


18-32 


1.9 X IO" 2 


68 




Triethylamtne 


18-32 


1.9 X 10~ ! 


68 


1-Hexanol 


Malonic acid 


20-60 


-1.2 X IO" 8 


74 




Succinic acid 


20-60 


-0.5 X IO" 8 


74 


Heptane 


p-Chloroaniline 


15-35 


5.5 X IO" 8 


75 


Isooctane 


/?-/6fr/-Octylphenoxynonaethoxy- 










ethanol (OPE-9) 


25-60 

Average = 


2.8 X 10" J 
9.0 X IO" 3 


58 



° No correction made for ApKJdT for any of the acids. 



has been examined by a number of authors. 76 Kauzmann 77 
has given a particularly clear summary of this thinking, 
especially from the point of view of the interaction of small 
molecules with proteins, and the following discussion relies 
heavily on his summary. 

The study of the hydrocarbons in water shows that although 
the AH of solution is negative (indicating a favorable enthalpy 
change by the evolution of heat), such compounds are notori- 
ously insoluble in water. This reluctance to mix with water is a 
result of a large AS for the process. It is this large energy of 
reordering the hydrocarbon solute and the water solvent 
molecules which keeps them in separate phases when placed to- 
gether. The same phenomenon regulates the distribution of 
apolar solute molecules in an apolar solvent-water system. 
Table IV 77 illustrates this point. 

A variety of work, less well defined than that of Table IV, 
supports the conclusion that the entropic component of 
AG plays a large role in the position of equilibrium (partition 
coefficient) taken by nonpolar compounds in nonpolar 
water-solvent systems. Kauzmann has put forward the follow- 
ing facts. 

1. Mixtures of lower aliphatic alcohols with water show 
positive deviations from Raoult's law, indicating an increase 



(75) A. Aboul-Seoud and A. El-Hady, Rec, Trao. Chim. Pays-Bas, 81, 
958 (1962). 

(76) H. Frank and M. Evans, J. Chem. Phys., 13, 507 (1945). 

(77) W. Kauzmann, Adtian. Protein Chem., 14, 37 (1959). 



Table IV 

Thermodynamic Changes in Hydrocarbon Transfer 





T 


A5 U " 


AH 


AG U " 


CHi in benzene -» CH 4 in H 2 0 


298 


-18 


-2800 


+2600 


CH 4 in ether — CH 4 in H 2 0 


298 


-19 


-2400 


+3300 


CH 4 in CC1 4 -* CH 4 in H 2 0 


298 


-18 


-2500 


+2900 


Liquid propane -* C S H 8 in HjO 


298 


-23 


-1800 


+5050 


Liquid butane -*■ C 4 Hi 0 in H 2 0 


298 


-23 


-1000 


+5850 


Liquid benzene -* C 6 H S in H 2 0 


291 


-14 


0 


+4070 


Liquid toluene -»• C 7 H 8 in H 2 0 


291 


-16 


0 


+4650 


Liquid ethybenzene -* C 8 Hio in 


291 


-19 


0 


+5500 



H 2 0 

0 5„ and G„ refer to the unitary entropy and free energy in cal/mol. 



in unitary free energy (AG„ > 0) for the transfer of alcohol 
from alcohol to water phase, this despite the fact that heat is 
evolved (A/f < 0) on the addition of these alcohols to water. 
Therefore AS„ = (A/f„ - AG„)/r < 0 when an alcohol 
molecule is transferred to water. 

2. The solubilities of many liquid aliphatic compounds 
(e.g., 3-pentanone, butanol, ethyl acetate, ethyl bromide) 
in water decrease with increase in temperature. Hence AH for 
the transfer process must, according to the principle of Le 
Chatelier, be <0. The fact that some of these substances are 
extremely soluble in water means that AG U > 0. Therefore, 
A5» for the mixing must be negative. Similar to this is the 
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fact that on heating aqueous solutions of such compounds 
as nicotine, jec-butyl alcohol, etc., separation into two phases 
results at temperatures not far above room temperature. 

3. The formation of micelles from detergent molecules in 
water is accompanied by very small heat changes; that is 
to say, the dissociation of micelles into individual molecules 
does not depend on a large positive value of AH. Hence it is 
assumed that this association-dissociation reaction is con- 
trolled largely by a large negative AS. 

The origin of the large negative unitary entropy change 
and the small negative enthalpy change involved in par- 
titioning between aqueous and nonaqueous phases was first 
clearly appreciated by Frank and Evans. They reached the 
conclusion that when organic compounds are placed in water, 
the water molecules arrange themselves around the apolar 
parts in what was termed "iceberg" structures. The word 
"iceberg" was, perhaps, not too well chosen for it was not 
meant to imply that the structure was as rigid or as extensive 
as in pure ice, and it differed further in being denser rather 
than lighter than water. This is apparent from the data in 
Table V." 



Table V 

Volume Changes in Transfering Hydrocarbons 
front Nonpolar Solvents to Water 



AK, ml/mol 



CH 4 in hexane -+ CH 4 in H 2 0 
CjH 8 in hexane -+ CjH6 in H 2 0 
Liquid propane -»■ C 3 H 8 in H 2 0 
Liquid benzene -* C ( H 8 in H 2 0 



-22.7 
-18.1 
-21.0 
-6.2 



These structures were later referred to as "flickering 
clusters" to indicate their lack of stability. Since the entropy 
lost in freezing a mole of water is 5.3 cal/deg and the unitary 
entropy loss per mole of hydrocarbon entering the aqueous 
phase is only 20 cal/deg (see Table IV), either only four or 
five molecules are associated with each hydrocarbon unit or 
the structure is less firm than in pure ice. 

The Frank-Evans point of view is that the stripping of the 
form-fitting sweater 78 of water molecules from the apolar 
part of the solute results in a large entropy change in the 
randomization of the water molecules. An alternative point 
of view is that of Aranow and Witten. 79 They reason that in 
the aqueous phase the apolar chain of a solute molecule is 
rigidly held in a favored rotational configuration by the 
structured layer of water molecules surrounding it. In the 
organic solvent its rotational oscillations are relatively un- 
restricted. They write the canonical single particle partition 
function, Z, for a molecule having n carbon-to-carbon bonds 
in the apolar environment as 

(28) 



Zn = t(Y,e-« /kT y 



Because of the threefold increase in the number of energy 
levels, the corresponding partition function in the water 
phase is 



Zn = 



(29) 



(78) E. Grunwald, R. L. Lipnick, and E. K. Ralph, J. Amer. Chem. 
Soc, 91,4333 (1969). 

(79) R. H. Aranow and L. Witten, J. Phys. Chem., 64, 1643 (1960). 



The partition coefficient per -CHz- in an alkyl chain can then 
be defined as 



P = 



* X? e - M/kT ) n 



(30) 



where a and 0 refer to the organic and aqueous phases, re- 
spectively. This is assuming that the motions of internal ro- 
tation are separable from all other motions and that the in- 
ternal rotation contribution has been assumed representable 
as the product of n equivalent factors. At room temperature, if 
kT is much smaller than the spacing between (e 0 ) and («]) or 
between eo and e,, then P (^/^)3«(e- (m> -" / * r )". If 
<l/ a li>p varies little with n and (e 0 ) ~ «o 



PnlP»- 



3 or log P(ch 2) S 0.5 



Aranow and Witten present partition data to show that the 
difference in P values between adjacent members in a ho- 
mologous set of fatty acids is about 3. This factor has also 
been observed by others 4 ' 3 ' 80 for a variety of homologous 
series. 

A -CF 2 - group would be expected to affect its environ- 
ment a great deal more than a -CH2- unit would, 79 but it 
still has a very similar geometry. Therefore, it was predicted 
that the P values of a hydrocarbon chain should differ from a 
fiuorocarbon chain if the flickering cluster theory holds, but 
should be nearly the same if Aranow and Witten's theory 
holds. The following set (Table VI) of partition coefficients 



Table VI 

Octanol-Water Partition Coefficients of Fluoro Compounds" 

LogP 



A log 
PICF, 



1. CF 3 CH 2 OH 

2. CF,CF 2 CH 2 OH 

3. CF 3 CF 2 CF 2 CH 2 OH 

4. CF 3 COOC 2 H 6 

5. CF 3 CF 2 COOC 2 H 5 



0.41 ± 0.03 
1.23 ± 0.06 
1.81 ± 0.06 
1.18 ± 0.04 
2.12 ± 0.04 



0.82 
0.58 

0.94 



" LogP values are the result of four separate determinations made 
at room temperature using vapor-phase chromatography for 
analysis. Unpublished data ; C. Church, F. Helmer, and C. Hansch. 



throws some light on the problem. 

In comparing compounds 1 and 2, for example, one must 
keep in mind the fact that the electron-withdrawing groups, 
when placed near elements containing lone pair electrons, 
usually raise the partition coefficient by an increment greater 
than simple additivity. 10 However, ai for CF 3 is 0.41 and 
<ri for C 2 F 5 is 0.41 81 so that this effect is ruled out. Two of 
the three values are considerably higher than the value of 
O.5/CF2 predicted by the Aranow-Witten hypothesis, and 
therefore the partitioning data favor the Frank-Evans 
hypothesis. 

Hydrogen bonding is the next factor to consider in studying 
the energy requirements for phase transfer. This factor is of 
paramount importance in determining the character of both 
the solute and the organic solvent phase. Compounds such as 



(80) C. Hansch and S. M. Anderson, /. Org. Chem., 32, 2583 (1967). 

(81) W. A. Sheppard, /. Amer. Chem. Soc, 87, 2410 (1965). 
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alcohols, esters, and ketones have quite different properties 
than hydrocarbons. Moreover, as solvents, it is not simply 
the hydrogen bonding character of the pure compound which 
must be considered. One must keep in mind that rather large 
amounts of water (especially when figured in molar terms) 
are present in these oxygen-containing solvents when sat- 
urated during the partititoning process (see Table VIII). For 
example, octanol dissolves in water only to the extent of 
0.0045 M. However, the molar concentration of water in 
octanol is 2.30. The transfer of an alcohol or acid from the 
water phase to a hydrocarbon phase may involve complete 
"dehydration" of the polar OH or COOH function, It seems 
highly unlikely that such complete "dehydration" would 
occur in, say, butanol which is 9 M with respect to water 
content at saturation. Even in octanol, which is 2.3 M with 
respect to water at saturation, it is likely that most highly 
polar functions would be more or less solvated by water and/ 
or the hydroxyl function of the alcohol. 

Certain solvents such as alcohols and amines can act as 
both donors and acceptors in hydrogen bonding. This in- 
creases their versatility as solvents. For this reason Meyer and 
Hemmi 82 suggested using oleyl alcohol-water partition 
coefficients as a reference system for evaluating partitioning 
of drugs in biological systems. Earlier workers had used 
esters (olive oil, cotton seed oil, etc.) to represent lipophilic 
biophases. Since many NH and OH groups are present in 
enzymes and membranes, it is not surprising that alcohol- 
water systems give better correlations and thus have become 
more widely used as extrathermodynamic reference systems. 

Other intermolecular forces which must be considered in 
the partitioning process are dispersion forces arising out of 
electron correlation. It seems that these would play a minor 
role in setting equilibrium positions of solutes. Dispersion 
forces involved in complex formation in solution will largely 
cancel out since, when a solute molecule leaves one phase and 
enters a new phase, it exchanges one set of London inter- 
actions for another. 83 

The energy required to transfer from the aqueous phase to 
the organic phase any solute which contains two or more 
formal charges is obviously going to depend heavily on the 
dielectric constant of the particular organic phase in question. 
Most of the water-immiscible organic solvents have dielectric 
constants much lower than that of water, and thus charged 
solutes must contain rather large hydrocarbon residues to 
have positive log P values. This combination makes them 
very surface active and usually results in difficulties of mea- 
surement. 

Amphoteric molecules such as amino acids, tetracycline, 
or the sulfa drugs are most lipophilic when they contain an 
equal number of positive and negative charges. Typical de- 
pendence of log P upon pH is shown in Figure 1. 

For bases which can accept one or more hydrogen ions, 
A"*, the partition coefficient, Pa"*, is related to the parti- 
tion coefficient of an associated strong acid, Pn*, by the 
expression 



Pa"* = k[P s *T 



(31) 



This relationship for the 2-butanol-water system has been 
verified 84 by measuring P A n * of ammonia, alanine, l- 
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Figure 1. Variation of apparent partition coefficient with pH: 
(left) J. Colaizzi and P. Klink, /. Pharm. Sci., 58, 1184 (1969); 
(right) W. Scholtan, Anneim.-Forsch., 18, 505 (1968). 



arginine, and L-histidyl-L-histidine, as well as Pn* of the 
strong acids HOEtS0 3 H, CH 3 S0 3 H, HC1, HBr, HN0 3 , and 
HC10 4 . A log-log plot of the P values gave a series of straight 
lines with a slope of 1 for ammonia and alanine, 2 for l- 
arginine, and 3 for L-histidyl-L-histidine. 

Solutes which are ionized and completely dissociated in the 
aqueous phase present additional complications to the treat- 
ment of partitioning as strictly an equilbrium process, such as 
given in section II. The identity of the solute species in both 
phases is rarely assured. If electrical conductivity resulted 
solely from the current-carrying capability of single ions, 
then salts in organic solvents with relatively high dielectric 
constants (e.g., nitrobenzene, 36.1; or nitromethane, 39.4) 
could be considered to be over 90% dissociated into single 
ions at 10~ 3 M. 85 ' 86 But as the dielectric constant decreases, 
the mutual energy of configurations where there are three 
ions in contact (A'C+A-) becomes comparable to W. 87 
At this point they are thermally stable and capable of carrying 
current, and therefore conductance is not proof per se of 
complete dissociation. 

Even relatively hydrophilic ion pairs can be accommodated 
in a lipophilic solvent such as cyclohexane if this solvent 
contains a small amount of a dipolar solvating agent. In 
the instance where the cation is the large lipophilic member 
of the pair, the most effective solvating agents appear to be 
those with acidic protons, e.g., chloroform, alcohols, and 
phenols. 88 In the reverse situation where the small cationic 
charge is unshielded, solvating species with nucleophilic 
sites {e.g., ethers, ketones, amides, and phosphate esters) 
are most effective. 

In considering the partitioning of carboxylic acids and 
amines, it is convenient to work with the A log P resulting 
from the addition or removal of a proton to create an ion. 
(This is analogous to the definition of tt values taken up on 
p 542.) By this convention, A log P = (log P im ) — (log 
A,eutr«i) and will always have a negative sign for the more 
polar ion is obviously more hydrophilic. 

For aliphatic acids, A log P is about -4.06; for salicylic, 
it is —3.09; for p-phenylbenzoic, it is —4.04. For a simple 
aliphatic amine (dodecyl), the A log P of protonation is - 3.28. 



(82) K. H. Meyer and H. Hemmi, Biochem. Z., 277, 39 (1935). 

(83) R. S. Mulliken and W. B. Person, /. Amer. Chem. Soc, 91, 3409 
(1969). 

(84) F. Carpenter, W. McGregor, and J. Close, ibid., 81, 849 (1959). 



(85) H. Falkenhagen, "Electrolyte," S. Herzel, Leipzig, 1932. 

(86) J. C. Philip and H. B. Oakley, /. Chem. Soc, 125, 1189 (1924). 

(87) R. Fuoss and F. Accascina, "Electrolytic Conductance," Inter- 
science, New York, N. Y„ 1959, p 222. 

(88) T. Higuchi, A. Michaelis, T. Tan, and A. Hurwitz, Anal. Chem., 
39, 974 (1967). 
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For amines containing an aromatic ring, the A log P*+ 
values tend to vary (see Table XVII): 

phenothiazines = —3.65 

C 6 H 6 (CH 2 ) 8 NH S = -2.92 

procaine = -4.14 

Protonating an aromatic nitrogen appears intermediate; 
e.g., for acridine, A log P B + = -3.90. Very little difference 
in the octanol-water log P was observed for the amine salts 
whether the anion was chloride, bromide, or iodide. 

It should be noted that if one wishes to measure the log 
■Poctanoi of a dissociable organic ion, he must buffer the 
system more than 4 pH units away from the ptf a in most 
cases. The actual ratio of ionic to neutral form in the organic 
phase can be determined from the following expressions : 

log £S(org) = (logJ°, 00 - log />„,„„„,) - (pK> - pH) 
[HA] 

tbh + i 

log L — -(org) = (logP ion - log J»„.«t,.i) - (pH - pAT.) 

For example, in partitioning an aliphatic carboxylic 
acid with a pK* of 4.5 and the aqueous phase buffered at 
pH 8.5, only Vio.oooth of the acid will be in the neutral form 
in the aqueous phase, and yet almost one-half of that present 
in the octanol phase will be the un-ionized species. 

Since the difference in log P between the ionic and neutral 
forms of solutes partitioned in other solvent systems is 
likely to be greater than that noted for octanol-water, it is 
even more difficult to directly measure the P values for ions 
in these systems. For instance, in partitioning codeine 
between CHC1 3 and an aqueous phase 0.1 and 1.0 N in 
HQ, the assumption was made that in neither case was the 
measured value distorted by any free amine in the organic 
phase. 89 However, values from Table XVII indicate that the 
log Pchci, of the free amine would be about 5.0 units 
higher than the hydrochloride, and therefore a pK* - pH dif- 
ference of 5 units (ptf, = 6.04; pH = 1) is not sufficient to 
assure that only ion pairs are being partitioned. 

It is somewhat unexpected to find the log P for the 3>N + - 
CH 3 group lower than that of the > N + -H group. In this case, 
the nature of the anion appears to make a small but real 
difference in the log Poctimoi value. (For iV-hexadecylpy- 
ridinium, A log Psr-ci = 0.12.) The following A log P^oi 
values were observed for adding both a methyl group and a 
positive charge to an amine: 

A log P Anion 

Chlorpromazine —5.35 Cl _ 

Pyridine -5.00 Br 

C 6 H 6 (CH S ) 3 N(CH 3 ) 2 -4.75 I" 

The partition coefficient of ions between a nonpolar solvent 
and water plays an essential role in the application of these 
solvents as liquid ion-exchange membranes for ion-selective 
electrodes. 60 A lipophilic anion, such as oleate, dissolved in 
the solvent nitrobenzene can serve as the "site" species; 
see Figure 2. In theory, the selectivity among various cations 
is completely independent of the chemical properties of the 
"site" species and depends solely on the difference in parti- 



(89) G. Schill, R, Modin, and B. A. Fersson, Acta Pharm. Suectca, 
2, 119 (1965). 

(90) G. Eisenman in "Ion Selective Electrodes," No. 314, R. Durst, 
Ed., National Bureau of Standards, Washington, D. C., 1969, pp 4-8. 



Solution 1 Liquid membrane Solution 2 

Rb + * Rb + -Rb + (a) 

Li + « Li + -Li + (a) 

< — (Oleate) (b) — <■ 

cr — - « — cr (c) 



Figure 2. Ion-selective electrode (oleate in nitrobenzene): (a) 
Counterions which differ in log P; (b) the site ion (for an 
anion-selective electrode, dodecyl amine might be chosen); 
(c) co-ion. 

tion coefficient of the ions in that solvent. 90 For instance, 
the partition coefficient of monovalent cations between any 
alcohol and water are not greatly different, 91 and therefore 
these solvents are not useful in liquid membrane electrodes. 
The partition coefficients in nitrobenzene, however, are 
markedly different, 92 and this solvent has been employed in a 
useful electrode to measure [Li + ] in the presence of [Rb + ]. 90 
The partition coefficients for the iodides fall in the following 
order: Li+ < Na+ < K+ < Rb+ < Et 4 N+ < Bu 4 N+, which 
is the order also found for the solvent system diisopropyl 
ketone-water.' 5 

Using dodecylamine as a site species, the order of anion 
sensitivity in a nitrobenzene membrane sytem is I~ > Br" > 
Cl~ > F - . 99 This is the same order as the partition coefficients 
of the anions measured in that solvent. 92 

For ideal behavior in a liquid membrane electrode, the 
site ion should be almost completely "trapped" within the 
organic phase, resulting in almost negligible exchange of 
co-ion; see Figure 2. Ideal behavior is also dependent upon 
complete dissociation of the site ions in the organic phase, 
and the concentration of site ions at which departure from 
ideality is noted may be a useful measure of the onset of 
association into ion pairs. Ion selectivity depends only 
slightly upon ion mobility and rates of diffusion across phase 
boundaries. 91 

Like nitrobenzene-water, the chloroform-water system 
gives a wide range of P values for the counterions associated 
with any large organic ion. 95-97 This again raises the question 
of which system should one choose for a hydrophobic param- 
eter to be used in correlating biological activity. Perhaps if 
one is investigating electrical potentials in isolated nerve 
tissue, for example, an ion-selective system might give values 
which rationalize more of the data. Yet it is widely accepted 98 
that with most drugs the biological response in the intact 
animal is only slightly dependent upon the nature of the 
counterion (as long as initial solubility is achieved), and thus 
a model system which is not ion selective should be preferred. 

The distinction between ion-selective partitioning systems 
and the nonselective systems may be simply that the former 
have aprotic organic phases. In an extensive study of ion 
solvation in protic vs. aprotic solvents, it has been shown 99 



(91) H. Ting, G. Bertrand, and D. Sears, Biophys. J., 6, 813 (1966). 

(92) J. T. Davies, /. Phys. Chem., 54, 185 (1950). 

(93) F. Karpfen and J. Randies, Trans. Faraday Soc, 49, 823 (1953). 

(94) H. L. Rosano, P. Duby, and J. H. Schulman, /. Phys. Chem., 65, 
1704(1961). 

(95) R. Bock and G. Beilstein, Z. Anal. Chem., 192, 44 (1963). 

(96) R. Bock and C. Hummel, ibid., 198, 176 (1963). 

(97) R. Bock and J. Jainz, ibid., 198, 315 (1963). 

(98) A. Albert, "Selective Toxicity," 2nd ed, Wiley, New York, N. Y„ 
1960, p 116. 

(99) A. J. Parker, Quart. Rev. Chem. Soc, 163 (1962). 
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that anion solvation by protic solvents decrease strongly in 
the order F~ > Cl~ > Br - > I - > picrate - , while in aprotic 
solvents the order is reversed. Even though for this study 
methanol was used as the standard protic solvent (rather than 
water) and a ratio of solubilities rather than a partition co- 
efficient measured solvent affinity, these data are quite 
relevant to this review. They predict the large range and cor- 
rect order oiP values for the above anions in the nitrobenzene- 
water system and predict a very small range in any alcohol- 
water system (nonprotic vs. protic solvents). The solvation 
values for cations 100 would predict a smaller protic vs. aprotic 
difference, but the methanol vs. dimethylformamide values 
place them in the expected order : Na+ < K+ < Cs+ < Et 4 N+ < 
BU4N+. 

III. Experimental Methods 

By far the most extensive and useful partition coefficient 
data were obtained by simply shaking a solute with two im- 
miscible solvents and then analyzing the solute concentration 
in one or both phases. However, mention should be made of 
some other fundamentally different techniques. 

Occasionally the ratio of solubilities in two separate sol- 
vents has been measured and reported as a partition co- 
efficient. 101 This is truly a value of P only at saturation and is 
apt to be quite different from the value obtained under the 
conditions of low solute concentration and with the two 
phases mutually saturated. As seen from Table VIII, 
the amount of water soluble in many solvents can be quite 
high and this modifies their solvent character considerably. 
Rather high concentrations of organic solutes are necessary 
to saturate many solvents. Not only does this make for 
greater solute-solute interactions, but such high concen- 
trations actually change the character of the organic phase 
so that one is no longer dealing with, say, butanol as the 
organic phase but with some mixed solvent. However, if the 
information desired relates to miscible solvents, 5 '' 100 then 
there is little choice in the matter. An extensive study has 
been made of the solubility ratios of amino acids in a series 
of alcohols, and this should be consulted for experimental 
details. 102 ' 103 

Another procedure 104 of limited application is that of 
placing a volatile solute such as ethanol in a closed system with 
two other solvents which need not be immiscible. If the con- 
centration of solute is determined in both solutions and if the 
relation between solute activity and concentration is known 
in one of the solutions, the dependence of activity on con- 
centration in the other can be inferred. This method, which 
resembles solvent isopiestic procedures, can be used at low 
solute concentrations. 

A rapid method which employs automatic titration for the 
determination of partition coefficients of organic bases be- 
tween immiscible solvents has been described. 10s To an aqueous 
solution of the base hydrochloride, sufficient standard NaOH 



(100) R. Alexander, E. C. F. Ko, A. J. Parker, and T, J. Broxton, 
J. Amer. Chem. Soc, 90, 5049 (1968). 

(101) B. Wroth and E. Reid, ibid., 38, 2316 (1916). 

(102) E. Cohn and J. Edsal, "Proteins, Amino Acids and Peptides," 
Reinhold, New York, N. Y., 1943, p 200. 

(103) T. McMeekin, E. Cohn, and J. Weare, J. Amer. Chem. Soc, 58, 
2173 (1936). 

(104) S. D. Christian, H. E. Affsprung, J. R. Johnson, and J. D. Worley, 
J. Chem. Educ, 40, 419 (1963). 

(105) A. Brandstrom, Acta Chem. Scand., 17, 1218 (1963). 



is added to convert about 20% to the free base. The automatic 
titrator is then operated as a pH-Stat, and, when the immiscible 
solvent is added and stirred, it removes only free base from 
the aqueous phase. From the ratio of NaOH added prior to 
the addition of organic solvent, the partition ratio can be cal- 
culated. 

Some solutes with surfactant properties cause troublesome 
emulsions to form between two immiscible solvents. Usually 
these can be dispersed by centrifugation or long standing 
or a combination of both. If this fails, diffusion techniques 
can be used, although they are distressingly time consuming. 
This method 68 has yielded results consistent with other pro- 
cedures. It has also been shown" how a partition coefficient 
can be calculated from the difference between surface and 
interfacial tensions, but the accuracy is probably not better 
than an order of magnitude. 

It has been mentioned that Craig countercurrent distribu- 
tion procedures often yield valuable partition coefficient data. 
However, for purposes of characterizing or separating a par- 
ticular substance, it is desirable 106 to work with a partition 
coefficient near 1. This is often accomplished through the 
use of mixed solvents. Also, when a clean separation of solute 
compounds is desired, concentrated buffers are used 106 to 
give maximum shift of P with pH. As a result, many of the 
partition coefficients calculated from Craig procedures have 
little comparative value because the solvent is unique or 
because the aqueous phase is at high ionic strength. 

A perusal of the literature reveals that many different 
techniques have been employed for the simple problem 
of mixing and separating the two phases in order to obtain 
an equilibrium distribution of the solute. Many workers 
have used periods of shaking as long as an hour or more. 
Such a lengthy procedure is unnecessary. It has been 
found 107 that simple repeated inversion of a tube with 
the two phases establishes equilibrium in 1-2 min. With 
almost all of the many substances studied by these authors, 
equilibrium was reached with 50 inversions. Experience in our 
laboratory has shown that about 100 inversions in roughly 
5 min produce consistent results. Very vigorous shaking 
should be avoided since this tends to produce troublesome 
emulsions. The clarity of the two phases is not a dependable 
criterion of the absence of an emulsion, and therefore a 
centrifugation step is recommended for precise determinations. 
This cannot be overemphasized. For convenience, partitioning 
can be carried out in 250-ml centrifuge bottles fitted with 
glass stoppers. In this way centrifugation can be accomplished 
without transfer of material. Avoiding cork or rubber stoppers 
eliminates the possibility that impurities might be introduced 
by these materials or that some substances might be ex- 
tracted by such stoppers. Since it is desirable to work at low 
concentrations in each phase (0.01 M or less), small amounts 
of impurities can cause serious error. 

In measuring about 800 partition coefficients between water 
and octanol we have usually analyzed the solute in only one 
phase and obtained the concentration in the other by dif- 
ference. However, if there is the possibility that absorption 
to glass may occur, both phases must be analyzed. Such ab- 
sorption has been found to occur with ionic solutes. 108 Ab- 



(106) L. Craig, G. Hogeboom, F. Carpenter, and V. DuVigneaud, 
Biol. Chem., 168, 665 (1947). 

(107) Reference 22, p 159. 

(108) J. Fogh, P. O. H. Rasmussen, and K. Skadhauge, Anal. Chem., 
26,392(1954). 



538 Chemical Reviews, 1971, Vol. 71, No. 6 



A. Leo, C. Hanseh, and D. Elklns 



sorption may also be a serious problem when working with 
very low concentrations of labeled compounds (<10 -6 M). 

It is quite helpful to estimate the partition coefficient in ad- 
vance of the determination (see section V). This allows one 
to make a more judicious estimate of the volumes of solvents 
to employ. With very lipophilic molecules, for example, it is 
evident that relatively small volumes of nonpolar solvent 
must be used or there will be insufficient material left in the 
aqueous phase for. analysis. For example, if a solute is 
thought to have a P value of 200, and 20 mg was partitioned 
between equal 100-ml volumes, the aqueous phase would end 
up with only 0.1 mg. If the analytical procedure has an in- 
herent error of 0.05 mg/100 ml, theP value could vary between 
133 and 400. If, however, 200 ml of water and 5 ml of non- 
polar solvent were used, the water layer would contain 3.5 
mg or 1.75 mg/100 ml and the same analytical accuracy 
would limit the range of P values from 194 to 206. With 
good analytical procedures and proper volume choices of sol- 
vent, log P values in the range —5 to +5 can be measured. 

As pointed out in section II.C, many partitioning systems 
show temperature dependence of about 0.01 log unit/deg in 
the room-temperature range. Obviously, temperature con- 
trol is essential for highest accuracy and is most important 
for the more miscible systems. For most applications, espe- 
cially as an extrathermodynamic parameter for biological 
structure-activity relationships, variations due to tempera- 
ture are hardly comparable to those inherent in the other 
measurements, and therefore we do not consider it a serious 
shortcoming that most of the values in Table XVII are simply 
"at room temperature" without an estimation of what that 
might be. 

IV. Linear Free-Energy Relationships 
among Systems 

Since partition coefficients are equilibrium constants, it 
should not be surprising that one finds extrathermody- 
namic 109 relationships between values in different solvent sys- 
tems. Such an assumption was implicit in the work of Meyer 25 
and Overton 28 who used oil-water partition coefficients to 
correlate the narcotic action of drugs. Smith 49 also showed 
the possibility of such relationships, but Collander 5 was the 
first to express the relationship in precise terms. 



log Pi = a log Px + b 



(32) 



Working with only his own partitioning data, Collander 
examined only the linear relationship between similar sol- 
vent systems. In particular, he showed that eq 32 held between 
the systems isobutyl alcohol-water, isopentyl alcohol- 
water, octanol-water, and oleyl alcohol-water. Hansen, 110 
using Smith's data, later extended the comparison of rela- 
tively nonpolar systems using CHCl 3 -water for Pi and the 
following systems for P 2 : CC1 4 , xylene, benzene, and isoamyl 
acetate. 

The most useful relationships for the study of solute-sol- 
vent interactions are obtained by defining a reference system 
and making it the independent variable, Pi, in a set of equa- 
tions of the form of eq 32. Most of the reasons behind our 
choice of octanol-water as the reference system have already 
been given, but another practical one is the fact that it is the 



system with the largest number of measured values containing 
the widest selection of functional groups. Furthermore, a 
large portion of these measurements have been made in one 
laboratory, and therefore should be more self-consistent. 

It is clearly evident from Smith's data" that, when the 
nonpolar phases of the partitioning systems differ widely, 
and especially when the solute sets contain molecules which 
cannot hydrogen bond along with those which can, eq 32 
does not give a good correlation. For example, in comparing 
benzene-water with octanol-water, 52 assorted solutes give 
a regression equation with a poor correlation coefficient (0.81) 
and high standard deviation (0.55). 

It might seem feasible to place all solutes in the order of a 
ratio of P values from two standard systems and group them, 
if possible, on this basis. This can be useful when the objec- 
tive, for example, is limited to a comparison of Lewis acid 
strengths by using the ratio of P values between a saturated 
and unsaturated solvent system, hexane vs. p-xylene. lu San- 
dell 112 used a similar ratio from the CHC1 3 and diethyl ether 
systems to reach some general conclusions about the relative 
percentage of tautomeric forms of various solutes, but this 
simplified system failed when applied to certain specific cases. 
For example, it erroneously predicted a sizable concentra- 
tion of imino form in a solution of benzenesulfonamide. 113 
Infrared spectroscopy data 114 ' 116 appear to directly contra- 
dict this conclusion. 

It appeared that the simplest way to make such a separa- 
tion of solute types was to take the values from a single equa- 
tion and separate all the "minus deviants" into one category 
and the "plus deviants" into another. After one has done this 
for several solvent systems, one finds that the strong hydrogen 
bond donors are the "minus deviants" and the hydrogen 
bond acceptors are the "plus deviants." The ether-water 
system is exceptional, for while it also segregates the donors 
from acceptors, the deviations are reversed. 

Some work has been done to establish a scale of values 
for H donors 116 and H acceptors, 117 but these cover only a 
small fraction of the solutes appearing in Table XVII, A rea- 
sonable alternative was to place some of the more common 
functional groups into "general solute classes" which would 
be compatible with the "plus deviant" and "minus deviant" 
catagories as indicated by regression analysis. These classes 
also had to be compatible with the well-known rules based 
on the electronegativity and size of the two atoms bound by 
the hydrogen atom; 118 see Table VII. 

It is to be expected that some changes in molecular struc- 
ture outside of the functional group will have important effects 
on H bonding, sufficient at times to change the assigned sol- 
ute class. Examples of this situation which have been allowed 
for are seen in no. 5 and 13, but others can be expected also. 

Whenever a solute molecule contained two or more non- 
interacting functional groups, each of which would require 
classification as "A" and "B", we have placed it in the class 
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Table VII 
General Solute Classes 



Group "A" 1. Acids 

H donors 2. Phenols 

3. Barbiturates 

4. Alcohols 

5. Amides (negatively substituted, but not 
di-N-substituted) 

6. Sulfonamides 

7. Nitriles 

8. Imides 

9. " Amides 

Group "B" 10.- Aromatic amines (not di-N-substituted) 

H acceptors 11. Miscellaneous acceptors 

12. Aromatic hydrocarbons 

1 3. Intramolecular H bonds 6 

14. Ethers 

15. Esters 

16. Ketones 

17. Aliphatic amines and imines 

18. Tertiary amines (including ring N com- 
pounds) 

' Classes 9 and 10 must be reversed when considering the ether 
and oil solvent systems. 1 E.g., o-nitrophenol. ' "Neutral" in CHC1 3 
and CCU. 



which gave the best fit with that particular equation. It was 
felt that the best fit of the data would serve to categorize the 
dominant solvation forces in such cases. For example, p- 
methoxybenzoic acid is both an acid (class 1) and an ether 
(class 14). Regression equation "A" gave the best fit in the 
solvent systems: benzene, toluene, and xylene (see Table 
VIII). This suggests that the H-donor ability of the carboxyl 
group dominates in placing p-methoxybenzoic acid in the 
most poorly accommodated category when these solvents 
are compared to octanol. In the CHCl 3 -water system, how- 
ever, p-methoxybenzoic acid is not so poorly accommodated 
(again in relation to the standard reference system), and ac- 
tually the "N" equation fits it as well as the "A" (Table VIII). 
This suggests that the weak H-donor capability of the sol- 
vent, CHC1 3 , increases the accommodation of this solute by 
interacting with the ethereal oxygen. 

Once a practical basis for sorting solutes was available, we 
could study the set of equations (of the form of eq 32) relating 
the solvent systems to see if the slope and intercept values 
could give some indication of the solute-solvent forces at 
work. In doing so, it was convenient to establish some sort 
of preliminary order to the solvent systems. Although the 
dipole moment, the dielectric constant, the solubility param- 
eter, 119-1 " and the molar attraction constant have each 
been useful in establishing a scale for solvents in certain ap- 
plications, none seemed to put partitioning solvent systems 
into a sensible order. A simple scheme which did work was 
to order them according to the amount of water they con- 
tained at saturation. In Table VIII they appear in this order. 

In using the slopes and intercepts of the equations of Table 
VIII to study solute-solvent interactions as compared to the 
standard solute-octanol interaction, we can consider the 



slope value first. We can see that it is a measure of the solvent 
system's sensitivity to changes in lipophilicity of solutes. Bu- 
tanol— water, as expected, has the lowest slope value and the 
least sensitivity. When this pair is saturated with one another, 
they are about as much alike as two separate phases can be. 
Since log P measures the difference in transfer energy between 
the two, changes in solute character will register as only small 
differences when compared to octanol. 

Increasing the hydrocarbon chain length in the solvent 
alcohol increases the dissimilarity of the alcohol-water 
phases, and there is an increased sensitivity to solute changes. 
Apparently, a maximum sensitivity is reached at octanol for 
the slope in the oleyl alcohol equation is also 1.0. 

There is some basis for the postulate that the partitioning 
process, outside of hydrogen bonding, is the same for solutes 
in each system, and therefore if hydrogen bonding were ac- 
counted for separately, the slopes of all the equations in Ta- 
ble VIII would be near 1.0. Some of the results reported by 
Higuchi and his coworkers 116 can be interpreted in this man- 
ner. They have used the cyclohexane-water system where the 
organic phase has a minimum of hydrogen-bonding ability, 
and to it have added a small amount of tributyl phosphate 
(TBP) or isopropoxymethyl phosphoryl fluoride (sarin) as 
H-bond acceptors. By partitioning a set of substituted phenols 
between the two phases they have calculated an equilibrium 
constant for the solute-TBP complex. Table IX contains 
their data and log -Poounoi values for the phenols, and from 
it eq 33 and 34 have been formulated. The correlation be- 

log = 0.50 log + 2.43 (33) 

n r s 
9 0.791 0.391 

log 1.00 log + 1.20 log ^hb + 2.35 (34) 

n r s 
9 0.979 0.140 

tween partition coefficients in octanol and cyclohexane 
is poor, as shown by eq 33. However, when correction is 
made for the hydrogen-bonding ability of the phenols by 
adding a term in log K 3 s, a good correlation is obtained 
(eq 34). Moreover, the coefficient with log Poyiowne is 
1.00, indicating that in a rough sense the desolvation pro- 
cesses are the same for each system. 

It is reasonable to propose that decreasing the lipophilic 
character of the nonaqueous phase decreases the energy re- 
quired to transfer a hydrocarbon solute (or a specific seg- 
ment of a solute, such as a methylene group) from the non- 
aqueous to the aqueous phase, and this would result in a de- 
crease in the slope values in Table VIII in going from octanol 
to butanol. It would be logical to predict, therefore, that any 
alteration of the aqueous phase in these partitioning systems 
to make it more like the nonaqueous would also reduce the 
transfer energy and lower the slope. 

There are not a great deal of data in the literature which 
are suitable for testing this hypothesis, but the investigations 
of Feltkamp 126 certainly support it. He measured the distri- 
bution of various barbiturates between diethyl ether and a 
50:50 mixture of dimethylformamide and water. Since DMF 
itself is not very well accommodated by ether (log Aether— w&ter 
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-HiO concn at saturation- 
Solvent 

(vs. HiO) 10»M 



Table VIII 
Solvent Regression Equations 1 " 

Log ftow = a LogPootaooi + b 

H-donor solutes 

— Equation "A" 

b" n r s 



H-acceptor solutes 

Equation "B" 

b n r 



Cvclohexane 


2.5 


0.675 


- 1.842 


26 


0.761 


0.503 


1.063 


- 0.734 


30 


0.957 


0.360 






(±0.24) 


(±0.48) 








(±0.12) 


(±0.25) 








Heptane 


3.3 


1.056 


- 2.851 


10 


0.764 


0.916 


1.848 


- 2.223 


11 


0.954 


0.534 






(±0.73) 


(±1.46) 








(±0.44) 


(±0.93) 










10.0 


1.168 


- 2.163 


24 


0.974 


0.282 


1.207 


- 0.219 


11 


0.959 


0.347 






(±0.12) 


(±0.15) 








(±0.27) 


(±0.37) 








Xylene 


18.8 


0.942 


- 1.694 


19 


0.963 


0.225 


1.027 


- 0.595 


21 


0.986 


0.230 




(±0. 13) 


(±0.21) 








(±0.08) 


(±0. 16) 








Toluene 


25.6 


1.135 


— 1.777 


22 


0.980 


0.194 


1.398 


— 0.922 


14 


0.971 


0,274 






(±0.11) 


(±0. 16) 








(±0.22) 


(±0.37) 








Benzene 


26.0 


.1.015 


— 1.402 


33 


0.962 


0.234 


1.223 


— 0.573 


19 


0.958 


0.291 






(±0.11) 


(±0.14) 








(±0. 19) 


(±0.20) 








CHC1 3 « 


68.4 


1.126 


— 1.343 


28 


0.967 


0.308 


1 .276 


+ 0.171 


21 


0.976 


0.251 






(±0. 12) 


(±0.21) 








(±0.14) 


(±0.17) 








Oils' 1 


72.5 


1.099 


- 1.310 


65 


0.981 


0.271 


1.119 


- 0.325 


14 


0.988 


0.233 






(±0.06) 


(±0.09) 








(±0. 11) 


(±0.19) 








Nitrobenzene 


180 


1.176 


— 1.072 


9 


0.977 


0.217 
















(±0.23) 


(±0.20) 


















Isopentyl acetate 


456 


1.027 


+ 0.072 


22 


0.986 


0.209 
















(±0.08) 


(±0.13) 


















Ether 


690 


1.130 


— 0.170 


71 


0.988 


0.186 


1 . 142 


— 1 . 070 


32 


0.957 


0.326 






(±0.04) 


(±0.05) 








(±0.13) 


(±0. 12) 
















"Sole" Equation 












Oleyl alcohol 


712 


0.999 


- 0.575 


37 


0.985 


0.225 
















(±0.06) 


(±0.11) 


















Methyl isobutyl 


950 


1.094 


+ 0.050 


17 


0.993 


0.184 












ketone 




(±0.07) 


(±0.11) 


















Ethyl acetate 


1620 


0.932 


+ 0.052 


9 


0.969 


0.202 
















(±0.21) 


(±0.18) 


















Octanol 


2300 


1.000 


+ 0.000 


















Cyclohexanone 


4490 


1.035 


+ 0.896 


10 


0.972 


0.340 
















(±0.20) 


(±0.30) 


















Primary pentanols 


5000' 


0.808 


+ 0.271 


19 


0.987 


0,161 
















(±0.07) 


(±0.09) 


















sec- and tert- 


5320/ 


0.892 


+ 0.288 


11 


0.996 


0.091 












pentanols 




(±0.06) 


(±0.06) 


















2-Butanone 


5460 


0.493 


+ 0.315 


9 


0.987 


0.093 
















(±0.07) 


(±0.07) 


















Cyclohexanol 


6510 


0.745 


+ 0.866 


12 


0.985 


0.100 
















(±0.09) 


(±0.14) 


















Primary butanols 


9440" 


0.697 


+ 0.381 


57 


0.993 


0.123 
















(±0.02) 


(±0.03) 



















0 The values in parentheses are the 95% confidence intervals. 'The "N" equation is log Pccu = 0.862 (±0.60) log P 0 ct«noi - 0.626 
(±0.70) (« = 6, r = 0.809,s = 0.462). c The "N" equation is log Pchcu = 1.10 (±0.09) log iWoi - 0.617 (±0.12) (n = 32, r = 0.974, 
s = 0.254). * Most liquid glyceryl triesters fit this equation; olive, cottonseed, and peanut oils were the most frequently used. • n-Amyl alco- 
hol = 5.03 Min water; isoamyl alcohol = 4.50 M in water. ' Water content measured for 2-pentanol only. ' Water content measured for 
1-butanol only. 



= —1.62), 2 it should not greatly change the solvent 
properties of the water-saturated ether phase, but it must 
greatly reduce the protic nature of the aqueous phase. The 
following equation was derived using this rather limited set 
of solutes. 

lOg P et l»r/H 2 0-DMF = -0.321 + 0.400 lOg Poot*nol 

n r s 
6 0.988 0.058 

The equation with two additional values for hexobarbital 
and phenobarbital was essentially the same (slope = 0.405) 



even though these poorly predicted solutes lowered the value 
of r to 0.86. It is apparent that this drastic reduction in the 
protic character of the aqueous phase has reduced the sen- 
sitivity of the ether-water system to changes in lipophilicity 
of solutes by afactor of 2.8 (i.e., 1.13/0.4). Diethylformamide, 
by disrupting the water envelope around a nonpolar solute, 
in all probability reduces the entropy factor in phase transfer. 

The intercept value for each of the regression equations in 
Table VIII can be used as a measure of the lipophilicity of the 
solvent in a slightly different fashion. It is apparent that the 
intercept value in the equation for a given solvent system 
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Table IX 

Relationship between Phenol Partition 
Coefficients in Octanol and Cyclohexane 



Phenol 


Log 

■Poyolohoxane 0 


Log Khb 1 


Obsd' 
Log 

Footftnol 


Calcd* 
Log 

^ootanol 


\AlogP\ 


Unsubstituted 


-0.85 


0.00 


1.46 


1.50 


0.04 


4-Me 


-0.14 


-0.16 


1.94 


2.02 


0.08 


4-Et 


0.40 


-0.11 


2.44 


2.62 


0.18 


4-terf-Butyl 


1.12 


-0.27 


3.31 


3.15 


0.17 


3-F 


-0.85 1 " 


0.39 


1.93 


1.97 


0.04 


4-F 


-1.00 


0.24 


1.77 


1.64 


0.14 


4-C1 


-0.70 1 " 


0.48 


2.39 


2.24 


0.16 


4-NOs 


-1.93 


1.33 


1.96 


2.01 


0.05 


2,3-(CH) 4 


0.52 


0.16 


2.98 


3.06 


0.08 



° Some values are average of two determinations; see Table 
XVII. » From ref 1 17. ' From ref 10 and 58. d Calculated using eq 
34. 



is the log P for any solute which is distributed equally be- 
tween water and octanol; /.e.,log -^octanol = 0. Thus a nega- 
tive intercept for any equation indicates that the solvent is 
more lipophilic than octanol, and a positive intercept indi- 
cates that it is more hydrophilic. This is more readily apparent 
if one examines a homologous series of solutes, for example, 
the carboxylic acids. The octanol log P values begin at -0.54 
for formic and rise to —0.17 for acetic and to +0.33 for pro- 
pionic. Therefore, it takes between two and three lipophilic 
methylene groups to balance the hydrophilic carboxyl group 
and allow the octanol to share the solute equally with water. 

In the oleyl alcohol-water system, it takes one additional 
methylene group before a carboxylic acid becomes lipophilic 
enough to be equally shared; i.e., log P<,i, y iau, = 0 between 
propionic and butyric. Similarly, it is noted that in nitroben- 
zene-water it takes two additional methylenes, in benzene- 
water it takes three, and in COU-water it takes about 4.5 
additional groups to bring the solute to an equal lipophilic 
level with the organic phase. 

Using the intercept values from the "A" or "sole" equa- 
tion as a measure of the solvent's lipophilicity, we see that 
there is a very good correlation between these values and the 
water content at saturation. 

log (H,0) => 1.077[intercept] + 0.249 (35) 
n r s 
17 0.979 0.217 

Sometimes it may be misleading to think of a scale of "li- 
pophilicity" as the simple reciprocal of a "hydrophilicity" 
scale, but eq 35 shows that the inability of a partition solvent 
to "accommodate" water is a good measure of its lipophilic 
behavior toward a great assortment of organic solutes. 

A more complex kind of partition, but one which can be 
studied by means of linear regression equations similar to 
those in Table VIII, is that of the distribution of small organic 
molecules between proteins and an aqueous phase. A large 
number of such examples are known which can be correlated 
by an equation similar to eq 32. 

log K = a log P + b (36) 

In eq 36, K is an equilibrium constant measuring the binding 
of the small solute molecule by protein. In some work, the 
expression log (S/F) has been used instead of K. B 



represents the per cent of small molecules partitioned onto 
the protein, while F is the per cent of small molecule in the 
aqueous phase. A number of such examples are given in Ta- 
ble X. 

In other examples the binding constant is expressed as 
1/C where C is the molar concentration of small molecule 
necessary to produce a 1 :1 (or higher, as indicated) complex 
of protein and small molecule. 

The way the binding constant is denned greatly affects the 
intercepts listed in Table X so that only those defined in the 
same way can be compared. The slopes, however, differ very 
little regardless of the system, the type of compound studied, 
or the way in which the binding constant is denned. 

Omitting the slopes for examples 1, 2, and 9 where the 
work was done at 4° (since it is known the slopes for 
the Hammett-type relationships are higher at lower tempera- 
tures), and omitting the rather deviant value of example 12, 
we are left with a set of 14 slopes with a mean value and stan- 
dard deviation of 0.55 ± 0.06. This is amazingly constant con- 
sidering the variations in conditions. The relationship be- 
tween the results in Table X and those of Table VIII calls for 
further careful analysis. None of the slopes in Table VIII are 
as low as 0.54; the lowest for a carefully studied system is 
that of the butanols (0.72). In this sense, butanols behave 
more like the proteins than the other solvents of Table VIII. 
In fact, Scholtan 130 has shown that the binding of many drugs 
to serum protein follows the relationship 

log K - 0.9 log Pi-Buoa + constant (37) 

In eq 37, there is almost a 1 : 1 relationship between the loga- 
rithms of the two kinds of equilibrium constants. In this 
limited sense butanol, saturated with water, resembles a pro- 
tein in structure. 

Of course, in actual fact, saturated butanol which contains 
a greater number of water molecules than butanol molecules, 
is not at all like a protein. If the main driving force in the 
transfer from water into octanol or onto a protein is desol- 
vation of the water about the solute, then we can postulate 
that the degree of desolvation must be about the same in each 
process. In the case of butanol, the solute molecule, in enter- 
ing the butanol phase, finds itself in a rather aqueous en- 
vironment. While the structure of the "flickering clusters" 
around the solute must be largely broken up in butanol, more 
such structures must be present than in solvents such as oc- 
tanol or benzene. In the case of the proteins of Table X, since 
the weighting factor with the log P 0 ctaa°i term is 0.5, one 
could postulate that only half as much desolvation occurs on 
the average in partitioning onto a protein as into octanol; 
that is, for a given increment in hydrophobicity (say, a phenyl 
group), the driving force for partitioning onto protein is only 
half of that of partitioning into octanol. One way of ration- 
alizing this is to postulate that the solute molecules are parti- 
tioned onto the surface of the protein and in this way only 
partially desolvated. This seems a more logical explanation 
than to assume that they are completely engulfed by protein 
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Table X 



Partitioning of Organic Compounds between Proteins and Aqueous Phases 



Type of compound 


Macromo!ecule a 




a 


b 


n 


r 




Ref 


T, °C 


1. Miscellaneous 


BSA(1:1) 


1/C 


0.75 


2.30 


42 


0.960 


0.159 


9 


4 


2. Miscellaneous 


BSA (3:1) 


1/C 


0.59 


2.03 


16 


0.900 


0.133 


9 


4 


3. Barbiturates 


BSA(1:1) 


1/C 


0.58 


2.40 


4 


0.961 


0.137 


9 


RT 


4. Barbiturates 


BSA 


B/F 


0.51 


-1.22 


17 


0.896 


0.181 


126 


RT 


5. RCOO- 


BSA 


K 


0.59= 


-6.51 


5 


0.966 


0.213 


9 


23 


6. Miscellaneous 


BSA (1:1) 


1/C 


0.67 


2.48 


25 


0.945 


0.242 


129 


37 


7. Penicillins 


Human serum 


B/F 


0.49= 


-0.63 


79 


0.924 


0.134 


127 


~22 


8. Thyroxine analogs 


Albumin 


K 


0.46= 


2.59 


8 


0.950 


0.237 


126 


37 


9. Miscellaneous 


Hemoglobin 


1/C 


0.71 


1.51 


17 


0.950 


0.160 


9 


4 


10. ROH 


Ribonuclease 


K 


0.50 


-1.56 


4 


0.999 


0.012 


9 


62 


11, Acetamides 


Nylon 


K 


0.69 


-7.16 


7 


0.961 


0.203 


128 


26.5 


12. Acetanilides 


Rayon 


K 


0.84 


-7.24 


7 


0.967 


0.227 


128 


26.5 


13. Barbiturates 


Liver * 


B/F 


0.52 


-1.14 


5 


0.973 


0.124 


126 


RT 


14. Barbiturates 


Hearf 


B/F 


0.62 


-1.48 


5 


0.950 


0.207 


126 


RT 


15. Barbiturates 


Kidney d 


B/F 


0.53 


-1.42 


5 


0.962 


0.152 


126 


RT 


16. Barbiturates 


Lung d 


B/F 


0.56 


-1.50 


5 


0.956 


0.173 


126 


RT 


17. Barbiturates 


Brain d 


B/F 


0.52 


-1.44 


5 


0.973 


0.125 


126 


RT 


18. Barbiturates 


Muscle" 1 


B/F 


0.48 


-1.45 


5 


0.970 


0.121 


126 


RT 



■ BSA = bovine serum albumin. b C = molar concentration; B/F = ratio bound to free; for definition of K, see original article. c w values 
used instead of log P. 1 Homogenized. 



(as they are in passing into butanol) but that the "sweater" 
of outer molecules is not completely stripped from the solute. 

There are instances in which the slope relating binding to 
log i'ootanoi is 1. For example, the correlation of log ljK a with 
log P for chymotrypsin substrates 131 and inhibitors is essen- 
tially 1 for substituents thought to be binding in the p 2 area. 
K m is the Michaelis constant and is an approximate binding 
constant. Chymotrypsin is known to contain a deep cleft 
which may constitute the p 2 area and, in this instance, com- 
plete desolvation of the substituent may occur. 

V. Additive-Constitutive Properties 

It was apparent to Meyer 26 and Overton," as well as the other 
early workers in the field, that in a homologous series the 
partition coefficient increased by a factor of from 2 to 4 per 
CH 2 . Cohn and Edsal 102 verified that this kind of additivity 
held for the solubility ratios of amino acids in ethanol and 
water. They also extended it to include values for the groups 
-CH 2 CONH- OH, SH, and C 6 H B , and for dipolar ionization. 
Collander 4 determined that AP/CHj fell in the range of 2 to 4 
for the ether-water system and 1 .8 to 3.0 for the butanol-water 
system. He also reported a range of values for AP when the 
following substitutions were made: OH for H, NH 2 for H, 
C0 2 H for CH 3 , C0 2 H for CONH 2 , and halogens for H. In view 
of these long-standing observations, it is surprising that no 
really systematic effort was made to study the additive 
character of the partition coefficient until the early 60's. 

A. DEFINITION OF ir 

Additivity was first established for a wide variety of groups in a 
study of the substituent constant, ir, defined 10 in an analogous 
fashion to the Hammett <r constant 

7T X = log P x - log P s 

where Px is the derivative of a parent molecule, P s , and thus 



(131) C. Hansch and E. Coats, J. Pharm. Set., 59, 73 1 (1970). 



v is the logarithm of the partition coefficient of the function 
X. For example, ir C i could be obtained as follows. 

7TC1 = lOg Pohloroben<eno _ log Pbemima 

B. SUBSTITUENT FREE ENERGIES AND 
INTERACTION TERMS 

It has been found that ir values are relatively constant from 
one system to another as long as there are no special steric or 
electronic interactions of the substituents not contained in the 
reference system. For example, it has been found that ir C H 3 
for groups attached to various benzene derivatives has a value 
in the octanol-water system of 0.50 ± 0.04 for 15 different 
examples. The weak interaction of the methyl group with 
functions as active as a nitro group is exceptional. Most other 
tt values are not so constant with respect to electronic envi- 
ronment. For example, in 15 examples of tt N o 2 in aromatic 
systems, ir had a mean value and standard deviation of 0.01 
± 0.32. 

The function ir is best viewed in extrathermodynamic 
terms. The symbols H-N-H and X-N-H can be used to 
represent a solute nuclei (N), the first one unsubstituted and 
the other containing the substituent X. The parameter ir 
can then be defined by a comparison of two equilibria 

H-N-H ^ H-N-H K, = (H-N-H)W(H-N-H)H 

X-N-H ^ X-N-H Ki = (X-N-H) 1 -/(X-N-H)H 

The superscripts H and L denote the hydrophilic (H 2 0) and 
lipophilic (solvent) phases and refer to the phase in which the 
molecule is located. 

TT = log KzjKi 

That is, the ratio of the equilibrium constants is equivalent to 
the equilibrium constant for the reaction 

X-N-H* + H-N-H L X-N-H L + H-N-H H (38) 
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The free energy change resulting from the introduction of X on 
the first of the above equilibria would be 

2.3RT log K,IKx = Gx-n-h 1 - + £?h-n-h h - 

Gx-n_h h - G H -n-h l (39) 

If we assume that the free energy of an individual molecule in 
eq 38 can be represented as the sum of its parts and their 
interaction, we may write 

Gx-N-H L = Gx L + GnI- + Gh L + 

Gxn 1, + Ghn l + Gxh l (40) 

In eq 40, the terms on the right represent the free energies of 
the substituents X or H and their interactions with the basic 
structure N (G XN L ) or each other (G X h l ). Formulating the 
other molecules in this fashion and substituting into eq 39 
yields 

2.3.RFlog /STj/tfi = Gx L + GxnL + 

G XH i- + Gh h + Ghn" + Ghh" - Gx H - 

Gxn h - Gxh" - Gh l - Ghn^ - Ghh l (41) 

Making substitutions of the type Gx L - G x « = AG X , eq 41 
is converted to 

2.3^7" log RtlKi = AGx + AG XN + 

AGxh - AG H - AGhn - AGhh (42) 

If the interaction terms can be neglected, then 

ir = 2.3-Rr log K,jK x = AG X - AGh (43) 

When two functions are involved, the following equilibria 
must be considered. 

H x, L 
H-N-Y H-N-Y (44) 

K 3 = (H-N-YMH-N-Y) H 

X-N-Y ^ X-N-Y (45) 
K t = (X-N-Y)V(X-N-Y)H 

Equation 46 can then be derived from eq 44 and 45. 

7T = 2.3i?riog Ki/K 3 = AGx + AGxx + 

AGxy - AGby - AG H - AGhn (46) 

Subtracting eq 43 from 46 yields 

Air = AGxy + AGhh - AGhy - AGxh (47) 



For Att to equal or approach 0, the four interaction terms 
must be equal to or approach 0. (There is of course the un- 
likely case where they might cancel each other so that Air 
= 0.) As the number of changes in the systems under com- 
parison becomes larger, so do the interaction terms, and hence 
the possibility that ir from very different systems will remain 
constant becomes less likely. It is apparent from this analy- 
sis that the approach of Cratin 61 (see section II.C) cannot be 



extended indefinitely and that, for the present, one is limited 
to the use of model systems worlang outside of classical ther- 
modynamics. 

It has been shown 10 that the difference in r constants from 
two different systems is highly dependent on electronic inter- 
actions. This is illustrated by eq 48-51 in which the Hammett 
function, 109 a, is the measure of electronic interaction. A good 
correlation is obtained with phenols in eq 48. The positive 
coefficient with <r indicates that an electron-withdrawing sub- 
stituent, X, will be relatively better accommodated by octanol 
when it is moved from benzene to phenol. Surprisingly enough, 
a poorer correlation is obtained using <x~. The reason for this 
may be that the linear relationship between Air and a does not 
cover a very wide range of a- values. For example, placing 
two nitro groups on phenol yields a negative At rather than a 
positive At obtained for mononitro functions in eq 48. 

1. Inductive Effect 

Relatively little systematic effort has been expended studying 
systems in which the inductive effect of one substituent on 
another can be cleanly dissected away from other effects. 

It is clear in the benzyl alcohols correlated by eq 49 that 
electron-withdrawing substituents increase log P values rela- 
tive to benzene. For example 

TTN0 2 = lOg Poitrobentime _ log Fbemnoe = — 0.28 
TnOj = lOg iVoltrobemyl »lo — l°g Pteniyl alo =0.11 

In this example it seems unlikely that the primary effect on ir 
is the action of CH 2 OH on NO2; it seems more reasonable to 
assume that the electron-withdrawing action of N0 2 on the 
region near the OH function is responsible for Att of 0.39. 
The inductive effect of the nitro group which is insulated from 
the OH by the CH 2 unit is apparently making the lone-pair 
electrons of the OH function less available for hydrogen bond- 
ing lowering the affinity of this function for the water phase. 
This same effect is quite apparent with anilines and phenols 
bearing electron-withdrawing functions. While the inductive 
withdrawal of electrons from the region of a function con- 
taining lone-pair electrons often raises its ir value, this is not 
always so. tt C i from the benzene system is 0.71, while irj-ci 
in the nitrobenzene system is only 0.54, and ir 3 - C i is 0.61 . 

That the inductive effect is quite small with alkyl groups is 
illustrated by eq 52 and 53. 

n r s 

(48) 
(49) 
(50) 
(51) 

JTCH 2 = lOg PeWOz — lOg PlilellOt = 

0.18 - (-0.33) = 0.51 (52) 
itch, = log Pwo, - log P EtN o 2 = 0.65 - 0.18 = 0.47 (53) 

2. Resonance Effect 

The effect of electron derealization on ir values is well illus- 



Air = TTpwi - ir b „« eo , = 0.82<r + 0.06 24 0.954 0.097 

Ar = u- bewl „io - 7r b . n „ n , = 0.47<r + 0.04 11 0.937 0.086 

Air = irp^oxy^tic M id - irb.„»n. = 0.36V + 0.04 22 0.754 0.100 

Air = ir a itrob. n » 8 ». - ir b „«„ = -0.51<r + 0.28 20 0.676 0.250 
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trated by the difference between aliphatic and aromatic it 
values shown in Table XI. The effect of moving functions from 



Table XI 



Comparison of Aromatic and Aliphatic t Values 

Aromatic v Aliphatic ir 
Log Pcimx — Log Prx — At 
Function log Pcmi logPm t m — t,i 


NH S 


-1.23 


-1.19 


-0.04 


I 


1.12 


1.00 


0.12 


S-CH 5 


0.61 


0.45 


0.16 


COCH a 


-0.55 


-0.71 


0.16 


CONH„ 


-1.49 


-1.71 


0.22 


COOCH 3 


-0.01 


-0.27 


0.26 


Br 


0.86 


0.60 


0.26 


CN 


-0.57 


-0.84 


0.27 


F 


0.14 


-0.17 


0.31 


CI 


0.71 


0.39 


0.32 


COOH 


-0.28 


-0.67 


0.39 


OCH a 


-0.02 


-0.47 


0.45 


OC«H 5 


2.08 


1.61 


0.47 


N(CH 3 ) 2 


0.18 


-0.30 


0.48 


OH 


-0.67 


-1.16 


0.49 


NO s 


-0.28 


-0.85 


0.57 



aliphatic to aromatic positions is a complex one. The amino 
group stands out by showing the smallest change, this despite 
the fact that a large amount of evidence leaves no doubt 
about the derealization of the nitrogen lone-pair electrons. 
The higher 7r value which should result from this effect is 
apparently offset by better hydrogen bonding of the two 
hydrogen atoms which increases affinity for the water phase. 
When the hydrogen atoms are removed, as in the N(CH 3 ) 2 
function, we see the expected Air value, that is, one somewhat 
higher than Atooh 3 . With the more electronegative oxygen 
atom this effect is not observed. The largest Air is for N0 2 , 
and it appeared possible that the acidity of the a-hydrogen 
atoms might be playing a role in conferring unusual hydro- 
philic character to the aliphatic nitro solutes. However, ir N o 3 
was found to be essentially unchanged for the tert-mlm de- 
rivative, 2-methyl-2-nitropropane. 

With the exception of NH 2 , transferring any function from 
an aliphatic to an aromatic position results in an increase in 
lipophilicity. Actually, Air for NH 2 is so small that it can be 
considered to be 0. 

Replacing a single bond with a double bond results in a 
constant A7r of about -0.3. This can be illustrated as fol- 
lows by comparing it-chjchj- (=1.00) with it-ch-ch- derived 
from five systems (Chart I). If, indeed, log P or ir is primarily 

Chart I 

IT-CH-CH- = log PcE3COCH2CHaCH-CH 3 — log 

Pch3Coch 2 ch 3 = 1.02 - 0.29 = 0.73 

IT-CH-CH- = '/s lOgiWeae = 7j(2.13) = 0.71 
TT-CH-CH = >/t log Pnaphthalana = Vs(3.45) = 0.69 
IT-CH-CH = log PcsHeOCH2CH-CH2 — log PcaHsOCH3 = 

2.94 - 2.11 = 0.83 
tt-ch-ch- = Vi(logfti.u»i - 1.00) - V»(2.45 - 1.00) = 0^72 

Av = 0.73 
Air - -0.27 

determined (in apolar functions) by the removal of an en- 
velope of structured water molecules, then it is not surprising 



that t-ch-ch- is the same in one of the conjugated double 
bonds in naphthalene as in an isolated double bond in 5- 
hexen-2-one. 
An acetylenic group has a somewhat lower ir value. 

ff_C-CH = lOg Pl-pmtyn. - log Pc 3 H B = 1-98 - 1.50 = 0.48 

ir_o =0 H = log PceHjCaOH - log Pc 6 h„ = 2.53 - 2.13 = 0.40 

Conjugation of ir-electron systems does not appear to result 
in big changes in it values even when a heteroatom is included 
in the system. Table XII illustrates the amount of variance in 



Table XII 

Constancy of * for -CH=CHCH=CH- 



it-ch- 


CHCH-CE- 


LOgPiodole - log Ppyrrole = 2.14 - 0.75 = 


1 


39 


Log PqulnoliM - lOg Ppy.idin. = 2.03 - 0.65 = 


1 


38 


lOg Pi.o Q ulnoUn. - lOg Pyridine = 2.08 - 0.65 = 


1 


43 


LOg Piotldln. ~ lOg Proline = 3.40 - 2.03 = 


1 


37 


LOgPdibentoturaa ~ log Pbenjoturan = 4.12 — 2.67 = 


1.45 


LogPbamothiophtne — log Pthiophena = 3.12 — 1.81 = 


1 


31 


LogPp.phth.l.Q. - lOgPbeiuene - 3.45 - 2.13 = 


1 


32 


V3lOgPb««« = 7.(2.13) = 


1 


42 


LogPjS-mphthol ~ lOgPphcnol = 2.84 - 1.46 - 


1 


38 


Log P/3-naphthoxyacatio aoid log Pphenoxyaoetic acid — 






2.54 - 1.21 = 


1 


33 


Av = 


1. 


38 ± 0.036 



ir_cH-0HCH-cH- in a variety of different aromatic systems. 
The mean value and standard deviation for the 10 systems is 
1.38 ± 0.036. 

3. Steric Effect 

Steric effects can be quite varied in nature. The shielding of 
lone-pair electrons by inert alkyl groups produces a significant 
increase in v values. 

TCH 3 = lOg Ps-methylphenoiyacatio aoid _ log PpOA = 

2.10 - 1.26 = 0.84 

1TCH 3 = lOg Pi. methylphenoxyacetic acid - lOg PPOA = 

1.78 - 1.26 - 0.52 

Shielding a hydroxyl function by inert groups such as 2,6- 
substituted phenols reduces hydrogen bonding and results in a 
positive Air. This is most pronounced in the case of a nonpolar 
solvent system such as cyclohexane. I32, 133 

Crowding of functions may also reduce hydrophobic bond- 
ing with the opposite effect on Air. For example, pentachloro- 
phenol has a measured log P of 5.01 , while its calculated value 
would be 

log P = phenol + 2ir„-ci + 2ir m - 0 i + ir,-ci = 

1.46 + 1.38 + 2.08 + 0.93 = 5.85 

Assuming electronic effects of each CI atom to be contained 
in the corresponding ir C i value, Air s terio = 5.01 — 5.85 = 
0.84. Presumably, this would be the result of fewer water 



(132) C. Golumbic, M. Orchin, and S. Weller, J. Amer. Chem. Soc, 
71, 2624 (1949). 

(133) J. Fritz and C. Hedrick, Anal. Chem., 37, 1015 (1965). 
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molecules clustered around each chlorine atom in the penta- 
chloro derivative than in the monochloro derivatives. 

1,2,3-Trimethoxybenzene is an interesting example of how 
the steric effect can operate to inhibit resonance and thus 
decrease jr. 

log Pc 8 H a( ocH 3 ) 3 = logPoeH, + 37rooH 3 = 2.13 - 0.06 = 2.07 

The measured value is 1.53, indicating greater than expected 
affinity for the water phase. If we assumed that only the central 
OCH 3 is perturbed and that it is twisted out of the plane of the 
ring so that resonance between the oxygen lone pair electrons 
and the ir electrons of the benzene ring is prevented, then the 
central OCH 3 might be expected to have the tt value of an 
aliphatic function. This can be tested as follows. 

TOCH3 = 1°8 •Pli2.3-tritnothoxyb6niena — 

log .Pl.3-<iiraethoicyben!eiie = 1.53 — 2.09 = —0.56 

The ir value for the "twisted -OCH 3 " (-0.56) is much 
closer to that of an aliphatic OCH 3 (—0.47) than it is to an 
ordinary aromatic -OCH 3 (—0.02). 

Sometimes the steric effects of alkyl functions on the solu- 
bility characteristics of an adjacent carbonyl function can be 
quantitatively correlated with the Taft E, parameter. The 
partition coefficients of a series of 2-alkyltriazinones are listed 
in Table XIII along with E. values. The calculated log P values 



Table XIII 
Steric Effect in Triazinones 

0 




N ^N^SCH, 



No. 


R 


Calcd 
logP' 


E, 


Obsd 
logP 


LogP 
pred 
by eg 54 


Obsd - 
pred 


1. 


CH a 


-0.16 


0.00 


-0.16 


-0.14 


-0.02 


2. 


C2H6 


0.34 


-0.07 


0.46 


0.41 


0.05 


3. 


«-C a H 7 


0.84 


-0.36 


0.93 


1.04 


-0.11 


4. 


i-C 3 H, 


0.64 . 


-0.47 


1.01 


0.88 


0.13 


5. 


i-C 4 H 0 


1.14 


-0.93 


1.39 


1.57 


-0.18 


6. 


tert-CiHs 


0.94 


-1.54 


1.70 


1.60 


0.10 


7. 


i-CtHo 


1.65 


-0.35 


1.85 


1.85 


0.00 


8. 


oC 6 H n 


1.81 


-0.79 


2.14 


2.19 


-0.05 


9. 




2.35 


-0.40 


2.68 


2.59 


0.08 



0 The methyl derivative used as the "parent" compound and 
?r.ik from either the phenoxyacetic acid or benzene systems used to 
calculate the "normal" log P values of the remaining compounds. 



are those expected from the addition of ir.ikyi to unsubstituted 
triazinone. It is apparent that the observed values of Draber, 
Biichel, ef a!., 13i are higher. Equation 54 rationalizes this 
difference in terms of E 3 . 



lOg P 0 b,i 



1.026 log P cM - 0.392& + 0.024 (54) 
n r s 
9 0.993 0.018 



Another instance in which chain branching results in hydro- 
philic shielding and increases log P (contrary to an expected 
negative Ajt as explained in the following section) has been 
reported 1115 in the study of a series of dialkylphosphorodi- 
thiotic acids. Branching apparently also increases the acid 
dissociation constant, an effect which would not be expected 
from electronic forces alone. 

Steric shielding of a tertiary nitrogen apparently 
explains the difference in the partition coefficients be- 
tween the alio (planar and hindered access to N) and 
epiallo (N exposed at "bend") isomers of corynantheidine- 
type alkaloids. 138 In the heptane-water system, the Air for the 
allo-epiallo transition is +1.07 in one instance and +0.76 in 
another. However, it is not clear from the proposed structural 
formulas why there should be a much lower Air comparing 
the normal (planar) with the pseudo (nonplanar) in two other 
examples [Airfspeciogynine — mitrociliatine) = +0.11; 
Air(dihydrocorynanthine — hirsutine) = +0.11]. 

Some care must be exercised in deciding whether a difference 
in observed partition coefficients between stereoisomers is 
truly the result of the balance of hydrophilic-lipophilic forces. 
For example, P values have been measured 137 in benzene- 
water for the exo (P = 2.37) and endo (P = 4.23) epimers of 
an analog of meperidine. However, the aqueous phase was 
buffered at 7.4 and, since the exo form is more basic (pAT. = 
8.35 vs. 8.19), there is a lower percentage in the un-ionized 
form. The corrected P values are exo = 29 and endo = 30. 
The observed lower biological activity of the exo epimer 
stems from its pK*. 

4. Branching 

A normal aliphatic chain usually has a higher ir value than a 
branched chain. For example, 7r 3 -r t = 1.45 and h>;-p, = 
1.33 in the phenoxyacetic acid system. When branching occurs 
at the functional group, the effect appears to be slightly 
greater; e.g., ferr-BuOH = 0,37, 2-BuOH = 0.61, and 1-BuOH 
= 0.88. Similarly, log Pi-mb, = 0.03 while log Pp,nhj - 
0.31. In contrast to this, however, there seems to be no differ- 
ence between log P for isopropylbenzene and propylbenzene. 
Also, there appears to be no lowering of log P in ferf-butyl- 
benzene. The observed value of 4.11 is what would be ex- 
pected for the /j-butyl derivative if calculated from the value 
of 3.68 for propylbenzene. Accepting the fact that some dis- 
crepanices remain to be resolved, we have, for the purpose of 
calculating log P values, tentatively used the value of -0.20 
for branching. 

5. Conformational Effects 

Another problem which must be taken into account in the 
additive-constitutive character of log P is the conformation 
of organic compounds in solution. It might be expected that 
when aliphatic chains become long enough, they would tend 
to coil up in solution with the formation of molecular oil 
droplets. With simple molecules such as monofunctional 
straight-chain aliphatic compounds, clear-cut evidence seems 
to be lacking for such "balling-up" of chains. In fact, it ap- 



(134) W. Draber, K. Biichel, K. Dickore, A. Trebst, and E. Pistorius 
Progr. Photosyn. Res., 3, 1789 (1969). 



(135) R. Zucal, J. Dean, and T. Handley, Anal. Chem., 35, 988 (1963). 

(136) A. Beckett and D. Dwuma-Badu, /. Pharm. Pharmacol., 21, 162S 
(1969). 

(137) P. Portoghese, A. Mikhail, and H. Kupferberg, /. Med. Chem., 
11, 219 (1968). 
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pears that it will be quite difficult to disentangle this phenom- 
enon from that of premicellular interactions. 

If "balling-up" of an aliphatic chain occurred, one would 
expect the number of water molecules held in the flickering 
cluster around such a ball to be much less than the number 
held around the extended chain. This would mean a lower 
desolvation energy on phase transfer and, hence, a lesser 
increment in partition coefficient — possibly an abrupt dis- 
continuity in A log P as one ascends a homologous series. 

A clear example of such changes in partition coefficient as 
one ascends a homologous series is lacking. In the RCOOH 
series, normal behavior occurs up to decanoic acid. 

av tt/CH 2 = 7s(l°g Pc 8 h I9 cooh - log Pohsooob) = 0.53 

However, Air between decanoic and dodecanoic acid is much 
smaEer than the 1.0 unit expected in terms of simple additvity. 
The log P values for dodecanoic acid were determined using 
14 C-labeled material. Great difficulty was experienced in ob- 
taining reproducible results, and considerable uncertainty 
surrounds the value of 4.20 for dodecanoic acid. Whether this 
unexpectedly low value is due to a folding up of the aliphatic 
chain or a premicellular tail-to-tail dimerization remains an 
open question. Other solvent systems also produce a constant 
increment in log P per -CH 2 - group for fatty acid homologs. 138 
This increment is about 0.6 in the heptane-water system for 
valeric through myristic acids. 139 

The alcohol homologous series also shows the expected 
increase in log P with the addition of each CH 2 unit. In this 
series 

av ir/CH 2 = Vuflos Pdodw.n.i - log jP«ath«,.i) = 0.52 

there was some difficulty in obtaining constant log P values 
over a wide concentration range for alcohols of greater chain 
length than Q 2 . 

In summary, it would seem that "molecular oil droplet" 
formation does not occur with simple aliphatic compounds 
before C u . If folding does not occur up to C l4 , it would 
imply that there is an inherent stability in the aqueous phase 
of the aliphatic chain caused, perhaps, a by a restriction of 
rotation around each C-C bond as Aranow and Witten pro- 
posed. 79 

The situation is of course much different when more than 
one reactive center is present per molecule. It appears that 
folded conformations of many organic compounds in aqueous 
solution can be detected through partitioning studies. This 
is well illustrated by a study of derivatives of the type CeH 6 - 
CBUCE^CHiiX. When X = H, log P was found to be 3.68 
which is quite close to the calculated value: log Pt,™™ + 
3?toh 2 = 2.13 + 3(0.50) = 3.63. Other mixed aliphatic-aro- 
matic compounds also give good agreement between calcu- 
lated and observed values. However, in comparing w values 



CH,CH s CH,i 



a 



,OCH 2 CH=CH 



Obsd log P 
Calcd log P 



2.10 
2.15 



2.94 
2.81 



H .CH..OH 

N c=< 

H 



1.95 
2.20 



between RX and CjH s (CH 2 ) 3 X, a constant discrepancy was 
observed as shown in Table XIV. The phenylpropyl functions 



Table XIV 
Effect upon k of Folding of Alkyl Chains 



Function 


7Tl° 


T2 l 


5Tl — X 2 


OH 


— 1 . 80 


-1.16 


0.64 


F 


-0.73 


-0.17 


0.56 


CI 


-0.13 


0.39 


0.52 


Br 


0.04 


0.60 


0.56 


I 


0.22 


1.00 


0.78 


COOH 


-1.26 


-0.67 


0.59 


COOCH, 


-0.91 


-0.27 


0.64 


COCH 3 


-1.26 


-0.71 


0.55 


NH 2 


-1.85 


-1.19 


0.66 


CN 


-1.47 


-0.84 


0.63 


OCH a 


-0.98 


-0.47 


0.51 


CONH 2 


-2.28 


-1.71 


0.57 








Av = 0.60 ± 0.05 



• Log Pc6H 5 (CHa)aX — log .Pc8H!<CH2>3H. b Log Prx 

R is a normal alkyl group of four carbon atoms or less. 



log P K . 



turn out to have a greater affinity for the aqueous phase than 
one would expect from the corresponding aliphatic functions. 
Most surprising was the fact that Air for the two systems was 
essentially constant regardless of the kind of function com- 
pared. It was suggested that this greater than expected aqueous 
solubility of phenylpropyl derivatives is due to folding of the 
side chain onto the phenyl ring. Such folding could be caused 
by the interaction of the dipole of the side chain with the t 
electrons of the ring. It would also be promoted by intra- 
molecular hydrophobic bonding. However, the dipolar inter- 
action would appear to be critical in overcoming the small 
forces which tend to keep the chain extended since propyl- 
benzene, lacking such a dipole, has the expected log P value. 
This compact form of the phenylpropyl derivative means a 
smaller apolar surface for solvation and, hence, a lower en- 
tropy change in the desolvation process of partitioning. Since 
the size or kind of polar function has little to do with Air, it 
seems likely that this function projects away from the ring 
side-chain complex. 




Nmr evidence has been gathered 140 to show that similar 
folding occurs in compounds having the following structure. 



HN 



(CH,) 3 OR 

It has also been suggested 141 that such folding results in a 
lower than expected log P for vitamin K. Folding is included 
as one of the possible group interaction parameters for a ir- 
additivity scheme developed for the cyclohexane-water sys- 
tem. 141 



(138) A.BeekettandA,Moffat,7.P/iar/n.PAormaco;.,21, 144s(1969). 

(139) D. Goodman, Amer. Chem. Soc, 80, 3887 (1958). 



(140) B. Baker, M. Kawazu, D. Santi, and T. Schwan, /. Med. Chem., 
10,304(1967). , 

(141) D. Currie, C. Lough, R. Silver, and H. Holmes, Can. J. Chem., 
44, 1035 (1966). 
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Certainly folding must be considered whenever a calculated 
log P must be used. The following two examples indicate 
how the problem can be treated in a straightforward manner. 



6 



CH— OCH 2 CH,N. 



■CH 3 



^CH a 



diphenhydramine 

Log P for diphenhydramine = 4.26 + 0.30 - 0.73 + 0.50 
— 0.95 = 3.38, which would be adequate for most purposes, 
considering that the observed log P is 3.27. In the above ex- 
ample, 4.26 is 2(log P 0s h 6 ). The value of 0.30 is for a CH 2 on 
which branching occurs. The value of (—0.73) for the OCH 2 
moiety is obtained by subtracting 1.50 from 0.77, the value 
for log PEtoEt. For the -N(CH 3 ) 2 unit we have used the value of 
-0.95 obtained for the solute, C 6 H 5 (CH 2 ) 3 N(CH 3 ) 2 . It is as- 
sumed that folding of diphenylhydramine occurs in aqueous 
solution, just as it did in the amine model system used in the 
calculations. 

CH,CH,CH,f< 




:i 

chlorpromazine 

As another example log P for chlorpromazine can be calcu- 
lated as 4.15 + 0.70 + 0.60 = 5.45, which is in satisfactory 
agreement with the observed logP = 5.35. 

The value of 4.15 is log P for phenothiazine. To this is 
added irci of 0.70 and 0.60 for ir<cHj) a N(CH S ),. For the side 
chain, ir was calculated from a model in which the opportunity 
for folding was the same as for chlorpromazine. 

ir(CH s ) 3 N(CH 3 )j = lOg / > 0 3 H i (OH il )jN(0H a ) J — 

logPcH, = 2.73 - 2.13 = 0.60 

The oleyl alcohol-water partition coefficients of a series of 
phenoxyacetamide derivatives 142 appear to provide further 
examples of folding over a benzene ring. In this case, the 
deviations from additivity in ir values appear to be maximized 
when folding over the ring brings together hydrophobic por- 
tions of two para ring substituents. 

The basic structure investigated can be depicted as 



CH. 



2 =CHCH, ^"^-OCH^C— N^ R ' 



OCH : , 



R, 



When Ri = i? 2 = methyl, log/ 5 =1.53; ethyl, 2.51; «-butyl, 
1.80. 

Folding of the phenoxyacetamide side chain over the ben- 
zene ring might be expected to show a constant Air as was 
indicated in the examples in Table XIV. But after the ex- 
pected increase in log P in ascending the series from dimethyl 
to diethyl, a sudden decrease in lipophilic character is noted 
with the substituent chains of greater length. This observation 



can be explained if it is postulated that folding will occur in 
all cases, but if the alkyl chains, Pi and R 2 , are sufficiently 
long, they will be placed in such close proximity to the p-allyl 
group that cancellation of some hydrophobic character due to 
overlapping occurs. 

Evidence that hydrophobic overlap can, indeed, lower the 
partition coefficient can be seen in molecules that are con- 
strained to take an overlapped position. An example would be 
paracyclophane, whose log P would be expected to be close 
to twice that of xylene, if the entire hydrophobic area were 
exposed. 




CH, CH 2 

paracyclophane 

The observed value as shown in Table XVII is even lower 
than that of xylene itself, and thus it appears that only one-half 
the potential hydrophobic area is "exposed." 

Of course, we must assume that in all these determinations 
of P values care was taken to work below cmc. It is conceivable 
that if a constant solute concentration were employed through- 
out a homologous series, the cmc would be exceeded with the 
higher members, giving falsely low log P values for them. 
While part of the effect noted in the phenoxyacetamide series 
could have arisen from this cause, it is highly unlikely that 
all of it can be explained in this fashion, especially since the 
biological response of the series so closely follows the mea- 
sured log lvalues. 

Although an actual conformational change which brings 
a polar group on a side chain in close proximity with the ir 
electron cloud on the ring seems the best way to explain 
these negative Air's (observed — calculated), nevertheless, there 
are some apparent weaknesses in this hypothesis. First of all, 
it seems entirely possible that the close approach of the polar 
group and the ring, which causes the hydrophobic chain to 
fold on itself, might eliminate a corresponding amount of 
polar bonding with water, and the loss in hydrophilic bonding 
might cancel the loss in hydrophobic bonding. Furthermore, 
the folding must occur in the aqueous phase to cause the 
unexpectedly low log P, but it is difficult to imagine any in- 
duced polar force or charge-transfer condition which would 
be effective in a medium as polar as water. Finally, once the 
initial ir lowering is encountered in several homologous series, 
no additional effect is seen as the chain length is increased, 
even though a larger hydrophobic area is presumed to be 
coming into close contact. This is very apparent in a series of 
3-substituted 2-hydroxynaphthoquinones 143 where the same 
—Air is noted whether the polar group and ring are separated 
by three methylene units or nine. Of course, in a chain longer 
than three carbon atoms, the entropy gained through hydro- 
phobic overlap might be exactly cancelled by the energy needed 
to overlap the hydrogen atoms as each C-C bond is rotated in 
the manner needed for folding the chain. 

It is to be expected that solutes which can readily form intra- 
molecular hydrogen bonds will adopt this favored con- 



(142) T.Irikura, Yakugaku Zasshi, 82, 356 (1962). 



(143) L. Fieser, M. Ettlinger, and G. Fawaz, J. Amer. Chem. Soc, 70. 
3228 (1948). 
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figuration during partitioning and that ir additivity will cer- 
tainly be affected. Salicylic acid provides a typical example. 

log P, -hydro* ybenioic acid log Air 

2.21 1.58 0.63 

— O-H 



{J 



The Air for a six-membered H-bonded ring is positive, as 
expected, because intramolecular H-bonding would reduce 
the affinity for the aqueous phase. 

An even further reduction in hydrophobicity is possible 
when two ortho groups are involved : 

C0 2 H 



log P (Calcd) = lOg Pjj-hydroxybensolc acid + JT(OH para to COjH) 

= 1.58 + (-0.30) = 1.28 
log P (obsd) = 2.20 
Att = +0.92 

An intramolecular H bond of the type (-N — H • • • O) in a 
six-membered ring is not expected to be as strong, and the At 
is found to be smaller. 

log ftothtanilio acid _ log rVammobemolc acid = A7T 

1.21 0.68 = +0.53 

W. Uses of Partition Measurements 

A. COUNTERCURRENT DISTRIBUTION 

The relationship between the partition coefficient of a par- 
ticular solute and the number of transfers necessary to prop- 
erly characterize the distribution curve or to separate it from 
closely allied impurities is adequately covered in the litera- 
ture. 22 ' 106 ' 144-147 It is a common practice to make a number 
of separate preliminary runs with both solute and suspected 
impurity in several solvent systems to attempt to optimize the 
two solvents used for the final distribution. Following the 
calculation procedures presented in section V and using the 
values listed in Table XVII as "parent" molecules, it may be 
possible to obtain reliable estimates of partition coefficients 
of a great number of solutes for many systems in which mea- 
surements have not yet been made. This procedure might 
considerably shorten the time required to find optimal ex- 
traction conditions. Furthermore, as more knowledge is 
gained on the effect of different solvents upon solute con- 
formation (section V.D), better advantage could be taken in 
enhancing selectivity by providing an environment with pre- 
cisely the right balance of conformational averages. *» This 
knowledge might also prove helpful in predicting the possi- 
bility of metastable conformational forms which can cause an 
apparent shift in the partition ratio during fractionation. 

B. MEASUREMENT OF EQUILIBRIA 

The use of partitioning measurements to determine the equi- 
librium constants for the reactions 



(144) L. Craig, C. Golumbic, H. Mighton, and E, Titus, J. Biol. Chem., 
161, 321 (1945). 

(145) R. Priore and R. Kirdani, Anal. Biochem., 24, 360(1968). 

(146) L. Craig, J. Biol. Chem., 1SS, 519 (1944). 

(147) B. Williamson and L. Craig, ibid., 168, 687 (1947). 



BH+ : 



HA : 



:=B + H+ 

: H+ + A- 



2HA (HA) S 
HA + H,0 HA-H.O (+ (HA)rH.O + HA'2H 2 0) 

has been discussed in section II.B. 

Many of the partition coefficient values reported in 
Table XVII for solutes which are metal ion complexing 
agents 60 ' 148 ' 149 have been measured in order to determine the 
equilibrium constant for the reaction of the type 

M»V) + «H S C (0 , M(HC)„ ( „) + «H+( W ) 

where M is the metal of valence n, H 2 C is the neutral complex- 
ing agent (e.g., dithiazone), and (w) and (o) refer to the water 
and organic phases, respectively. 

Another type of equilibrium studied by partitioning 
methods is that between an aldehyde and amine in forming a 
Schiff base. With salicylaldehyde 160 ' 151 a study of the distribu- 
tion as a function of pH must take into consideration a sec- 
ond equilibrium 



RNH, + | 



and 



OH 



CHO 



•OH 



Us 



+ HO 



.OH 



'CH=NR 



CH= 

O 



=NR 



+ H + 



CH=NR 



The shape of the curves depicting this relationship are seen in 
Figures 3 and 4. In each figure, section 1 of the curve repre- 
sents the P value for free aldehyde, section 2 that of the Schiff 
base, and section 3 that of the phenoxide ion of the Schiff 
base. From separate evaluation of the dissociation constants of 
the components of the Schiff base, the log of the formation 
constant, log K t , is calculated to be 4.75 for the w-butyl- 
salicylidenimine and 4.57 for the methyl analog. 

C. RELATIONSHIP TO HLB AND 
EMULSION SYSTEMS 

The HLB (hydrophile-lipophile balance) system, which was 
established on a purely empirical basis, 162 has been a very 
potent tool in the hands of emulsion technologists, but it has 
been felt for some time that even more rapid strides could be 
made in this field if this system could be directly related to 
the partition coefficient which is in turn based firmly on 
thermodynamics. Experimental difficulties have made such a 
task very difficult, 153 but Davies, who studied the kinetics of 
coalescence in emulsion systems, has proposed an equation 154 
which relates the two in simple fashion 

(HLB - 7) = 0.36 In 1/P 

From this relationship it appears possible to give extrathermo- 
dynamic significance to each structural element in deter- 



(148) S. Bait and E. Vandalen, Anal. Chim. Acta, 30, 434 (1964). 

(149) B. Hok, Soensk Kern. Tidskr., 65, 182 (1953). 

(150) R. Green and P. Alexander, Aust.J. Chem., 18, 329 (1965). 

(151) R. Green and E. Measurier, ibid., 19, 229 (1966). 

(152) W. Griffin, /. Soc. Cosmet. Chem., 1, 311 (1949). 

(153) W. Griffin, ibid., 5, 249 (1954). 

(154) J. T. Davies, Proc.Int. Congr. Surface Actio., 2nd, 1, 476 (1957). 
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Figure 3. Formation of «-butylsalicylidenimine and partitioning 
between toluene and water. 
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Figure 4. Formation of methylsalicylidenimine and partitioning 
between toluene and water. 



mining the molecule's ability to function as a wetting agent, 
detergent, or defoamer. 61 ' 1 " 



D. MEASUREMENT OF DISSOLUTION AND 
PARTITIONING RATE OF DRUGS 

It is widely accepted that the dissolution rate of any drug given 
in solid form can have a marked influence upon the amount 
effectively absorbed. Since drug absorption is also affected 
by its effective partition coefficient, it is desirable to measure 
these properties simultaneously. This becomes more important 
in view of the observation that some surfactants are capable 
of increasing the rate of solution while simultaneously lower- 
ing the rate of partitioning. 166 With drugs that are poorly 
water soluble, the usual measurements of solubility rates 
require large volumes of water so that the drug concentration 
is far below the saturation level. Yet this often means that a 
separate extraction step must be carried out so that a suf- 
ficiently high concentration of drug is obtained for accurate 
analysis. 

As a model system, hard, nondisintegrating tablets of 
salicylic acid of uniform surface areas were stirred under 
standard conditions in aqueous buffer (pH 2) with an upper 
octanol phase present. 1 " The system can be described as 
follows. 

A — >- B — >C 

A = weight of drug in tablet form, B = weight of drug in 
aqueous phase, C = weight of drug in octanol phase; then if 
W. = weight of drug needed to saturate the aqueous phase, 
and using equal volumes of the two phases, the kinetic equa- 
tions are 

-dAjdt = h(W, - B) 

dBjdt = h(W, - B) - hB 

dC/dt = kiB 

In the early stages of dissolution, W, » B and 

-dAjdt = hW, (55) 

Furthermore, for lipophilic drugs, a steady-state concentration 
of B is quickly attained 

dBjdt = 0 = ki(W, — B) — kiB (56) 



and 



dC/dr = k,B = k^fY. - B) = -dAjdt 



(57) 



The rate of appearance of drug in the lipid phase is easily 
measured and becomes equal to the dissolution rate in the 
aqueous phase. 

If partitioning between aqueous and organic phases is to 
serve as a model system of how a biologically interesting 
solute passes through membranes in living tissue, then the 
rate at which equilibrium is attained might be as important 
as the equilibrium value itself. For solutes of similar structure, 
the activation energies for phase transfer are often approxi- 
mately equal, and therefore the transfer rate constants are 
proportional to the equilibrium constants, P. 92 However, an 
interesting exception was reported 94 when a more rapid rate 
of partitioning from water to butanol was found for KC1 
than for NaCl, even though their P values are approximately 
equal. The measured difference in activation energy between 
these salts was 0.8 kcal/mol, which probably was due to 



(155) P. Becher, "Emulsions, Theory and Practice," Reinhold, New 
York, N. Y., 1966, p 233. 



(156) P. J. Niebergall, M. Patil, and E. Sugita, J. Pharm. Set. 
(1967). 
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Figure 5. Effects of gentle rocking on the interfaces. Partitioning 
rate apparatus: Doluisio and Swintosky Y-tube. 
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Figure 6. Magnetic stirrers used to study rate of transport across 
lipoid barrier; A, B, and C have the same meaning as in Figure 5. 

differences in the loss of hydration as the ions entered the 
butanol phase. 

Two basically different types of apparatus have been de- 
signed for partitioning rate studies. Doluisio and Swintosky lS! 
employed an inverted Y tube in which the oil phase in the 
neck was the only connecting "link" between the separate 
aqueous phases in the arms (see Figure 5). A gentle rocking 
motion was applied which gradually expanded and contracted 
the interfaces. This accelerated solute transfer but normally 
was insufficient to cause emulsion problems. 

Earlier, Schulman 54 devised a two-compartment cell in 
which the separated aqueous phases were independently 
stirred from below while the "connecting" oil phase was 
stirred from above (see Figure 6). This apparatus has the 
advantage that the interface area remains constant, and there- 



(157) J. Doluisio and J. Swintosky, /. Pharm. Sci., S3, 597 (1964). 



fore partition studies can be made on various solutes in the 
presence of trace amounts of surfactants {e.g., phospholipids) 
at the oil-water interface. 

Either type of apparatus is capable of providing useful infor- 
mation on the rate of transfer from one aqueous environment 
through an organic phase (simulating a membrane) to a second 
aqueous environment. If the solute is placed initially in com- 
partment A at pH 2 and compartment C is at pH 7.4, one has a 
model for transport across the gastric membrane. 

The basic importance of partitioning rate studies cannot be 
seriously questioned, but the interpretation of the results is 
still subject to some ambiguity. For example, Augustine and 
Swarbrick 158 used a Schulman-type cell to study the effect of 
lipid polarity on the rate of transport of salicylic acid. As the 
polarity of the lipid phase was increased (by increasing the 
mole fraction of isoamyl alcohol in cyclohexane), there was 
an increase in rate at which salicylic acid left the first aqueous 
phase. This is the expected result and confirms the work of 
Khalil and Martin 121 who used a Y-tube apparatus. However, 
this same increase in polarity also increased fa, the rate at 
which salicylic acid left the lipid phase for the second aqueous 
phase. This is unexpected and contrary to Khalil and Martin's 
findings. Augustine and Swarbrick then found that, while 
keeping the surface to volume ratio constant, they could 
reverse the order of fa if they increased the stirring rate in the 
aqueous compartments. Then fa did decrease with increasing 
lipid polarity, and the value for fa was essentially unchanged. 

Other discrepancies between measurements using the Y-tube 
and the Schulman cells have been noted, and it appears that 
some of the conditions assumed in the theoretical develop- 
ment that are not being met under all experimental conditions. 
For instance, it is assumed that the rate-determining step is 
the actual crossing of the interface boundary. This should be 
the case if the diffusion layer is of the order of magnitude of 
30 n in thickness. 94 Some care is required to adjust the stirring 
rate between that which is so slow that diffusion becomes 
rate determining and a stirring rate which is so great that 
nonlaminar flow breaks up the interface. 

E. LIQUID ION-EXCHANGE MEDIA AND 
ION-SELECTIVE ELECTRODES 

The application of partition coefficients to the study of liquid 
ion-selective electrodes has been discussed in section II.D. 
It should be emphasized that the selectivity is dependent upon 
the nature of the organic solvent and not on the nature of the 
site species (alkyl acid or amine). 

F. MEASUREMENT OF HYDROPHOBIC 
BONDING ABILITY. STRUCTURE- 
ACTIVITY PARAMETERS 

In the introduction it was pointed out that in the past decade 
far more partition coefficients have been determined in con- 
nection with biological structure-activity relationship studies 
than for all other purposes combined. A large number of these 
studies have already been referred to, 8 ' 169 and the usefulness 
of the octanol-water parameter to predict the binding of 
solutes to serum albumin and to purified enzymes has been 
convincingly established. 



(158) M. Augustine and J. Swarbrick, ibid., 59, 3 14 (1970). 

(159) W. Scholtan, K. Schlossman, and H. Rosenkranz, Arzneim.- 
Forsch., 18, 767 (1968). 
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Table XV 



Improved t Values 0 



Function 


Phenoxyacetic 
acids 


Function 


Phenylacetic 
acids 


Function 


Benzoic acids 


3-F 


0.22 


3-Me 


0.54 


4-C1 


0.78 


2-C1 


0.76 


3-CF 3 


1.21 


3-OCHsCO,H 


-0.76 


2-Br 


0.84 


3-CN 


-0.23 




Phenols 


4-Br 


1.19 


3-OCHj 


0.09 


3-CN 


0.22 


4-1 


1.43 


3-C0 2 H 


-0.27 


4-NH 2 


-1.44 


2-Me 


0.84 


3-S0 2 CH 3 


-1.35 




Anilines 


4-Me 


0.60 






4-OH 


-0.86 


2-Et 


1.39 








Nitrobenzenes 


2-NOi 


-0.04 






4-OCH 2 C0 2 H 


-0.37 



" Differing by more than 0.05 from those listed in ref 10. 



Evidence is rapidly accumulating which supports the pos- 
tulate that simple, nonspecific bonding of solutes is capable not 
only of markedly affecting enzyme action through allosteric 
effects, but that it often produces biologically important modi- 
fications of membrane function by a similar mechanism. 
For example, it has been shown that the action of alkanols in 
the protection of red cells against hypotonic hemolysis is a 
linear function of their hydrophobic character as measured 
by partitioning experiments 180 and, furthermore, that the 
concentration which affords hemolytic protection is very 
nearly the same as that which causes anesthesia. 161 The 
partition coefficient of alcohols between red cell ghosts and 
water has been measured, and it was found that in going 
from water to membrane, the free energy of transfer per 
methylene group was the same as that between water and 
octanol, namely, = — 690 cal/mol." 1 

The usefulness of a "bonding" parameter based on parti- 
tion values from a single reference system can be greatly 
extended if not every value required in every structure-ac- 
tivity study need be measured. The principles of additivity for 
the octanol-water system were covered in section V, and 
examples of how values in Table XVII can be systematically 
applied in this fashion are given in the following section. 

VII. The Use of Table XVII 

The amount of partitioning data uncovered in the present 
study was great enough to warrant its storage, manipulation, 
and retrieval by computer. It will be noted that some of the log 
values listed in Table XVII differ slightly from those 
published earlier from this laboratory. Generally, the differ- 
ences resulted from the use of improved analytical techniques 
and the values in Table XVII should be considered more re- 
liable. The significant changes in w constants from those con- 
tained in ref 10 appear in Table XV. 

In Table XVII the data have been sorted in their most useful 
form; namely, the solutes are sorted first by empirical for- 
mula, then alphabetically by name, and finally by solvent sys- 
system. 162 



(160) H. Schneider, Biochim. Biophys. Acta, 163, 451 (1968). 

(161) P. Seeman, S. Roth, and H. Schneider, ibid,, 225, 171 (1971). 

(162) As stored in the computer, each solute has also been given a 
unique Wiswesser line notation ("The Wiswesser Line-Formula Chemi- 
cal Notation," E. G. Smith, Ed., McGraw-Hill, New York, N. Y„ 
1968). A comparison of w values by functional groups is greatly 
facilitated by referring to a printout sorted by a permuted alphabetic 
listing by WLN notation. 



The solute name appears in the right-hand column of Table 
XVII, and the reference from which the data were obtained 
appears in column 4. Column 6 lists the measured log P for 
the solute in the solvent system which appears in column 3. 
This value has been corrected for ionization, if any, and dimer- 
ization if measurements were reported over a sufficiently wide 
concentration range. The values are footnoted (column 5) as 
required. Column 7 lists the calculated log P for that solute 
in the octanol-water system. The regression equations used 
for this calculation appear in Table VIII together with the 
values for the standard deviation (s), the correlation coef- 
ficient (r), and the number of data points («) which were avail- 
able to establish the relationship. While the standard devia- 
tions indicate that some of these "regression values" are not 
sufficiently reliable for some purposes, nevertheless, they are 
useful in providing the only common scale of lipophilicity 
since only 20% of the values in the entire table are from a 
single system. 

Space limitations and the absence of small letters and italics 
in computer printing precluded the use of the Chemical Ab- 
stracts system of nomenclature. For convenience in computer 
alphabetizing, the following rules were followed. 

1. Aliphatic chains— branching: I = iso, S = secondary, 
and T = tertiary, as usual. "Normal" isomers are as- 
sumed if not specified; i.e., butyric acid = «-butanoic 
acid. N = nitrogen; e.g., N-methylaniline. 

2. Aliphatic chains — location from primary functional 
group is designated by Greek letter: A = a, B = /8, 
G =» 7, D = 5, E = e, and W = u>; e.g., a-bromopro- 
pionic acid. 

3. Position on benzene rings 

(a) if only two functional groups or substituents: O 
= ortho, M = meta, and P = para, and the letter 
precedes the name; e.g., o-nitrophenol. 

(b) if three or more substituents, numbering is from 
primary functional group; e.g., 3,4-dimethyl- 
phenol. 

4. In all other ring systems, a numbering system is used 
regardless of the number of substituents; e.g., 3-amino- 

PYRIDINE, 2-NAPHTHOL. 

5. For sorting and retrieval purposes, many trivial names 
were relegated to a secondary position; e.g., m-dihy- 
droxybenzene/resorcinol/ ; o-dihydroxybenzene/cat- 
echol/. 
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6. In the empirical formula, the subscript 1 is expressed 
and not assumed. 

It is unlikely that, for the foreseeable future, there will be 
measured log P values for more than a small fraction of the 
interesting molecules which might be needed in structure- 
activity work. One of the aims of this present article is to make 
it possible to calculate, with a reasonable degree of confidence, 
the log P values in one common system (octanol- water) for a 
wide variety of molecules for which values have not, or per- 
haps cannot, be determined. The present section will explain 
how the calculation procedures given in section V can be 
combined with the regression equations of Table VIII and the 
data in Table XVII to yield calculated values of the highest 
possible confidence level. 

It was evident in section V that there are often several 
"routes" by which one can calculate a P 00 tanoi value, depend- 
ing upon the choice of "parent" molecule and how substruc- 
tures are pieced together. If the computed values by all the 
"routes" agree within ±0.1 log unit and also agree with any 
log Po.ta.ioi for that solute appearing in Table XVII as calcu- 
lated from another solvent system, then one can accept an 
average value with some confidence. If there are some widely 
divergent values, however, then one must choose the "route" 
which has the greatest likelihood of yielding an accurate 
value. In order to help make such a choice, we have assigned 
"uncertainty units" (uu) to each type of calculation step so 
that the route with the lowest sum is the one which can be used 
with greatest confidence. Although these "u" units have been 
assigned by considering the average deviation in log P values 
of solutes with the required structural differences, and even 
though they can be directly added to the standard deviations 
of the regression equation values (see Table VIII), they are not 
to be considered as standard deviations in the strict sense. 
They are listed in Table XVI. The standard deviations of the 
observed log Pootanoi values are used if given in the reference; 
otherwise, an arbitrary uu of 0.05 is taken. 

The following examples illustrate this procedure [the 
superscripts mean that the values were obtained from (a) 
Table VIII, standard deviation; (b) Table XVI; (c) Table 

xvirj. 

(A) Menthol : no log P««t measured 

(1) Regression from oil-water system 

log Po,t = (3.25° and 3.37 c ) = av 3.31 
uu = 0.28" 



Table XVI 
"Uncertainty Units" 





CH 



1.23 c 



- 1.46° 



CH 3 CH 3 



log Poet = 3.30 c + (-0.23) = 3.07 
uu = 0.02 b + 0.04 b = 0.06 
(3) C 6 H 6 OH + (CH 8 ) 2 CH- + -CH 3 
1.23 (1.50 - 0.20) 0.52 
log Poet = 1.23 c + 1.30 h + 0.50 b = 3.03 



Calculation 
step or group 



ir per 
step or 
group 



Uncer- 
tainty 
units 
{uu) 



Comments and 
exceptions 



1. -CH 4 - 



0.50 0.02 



2. Branching 
(a) in C chain 



(b) of functional 
group 

(c) ring closure 

3. Double bond 

4. Folding 



5. Intramolecular 
H-bonding 

6. Equivalence of 
aliphatic OH and 
NH 2 

7. Aliphatic groups 

(a) -COOH 

(b) -OH 
(C) -NH, 

(d) -C=0 

(e) -CN 

(f) -o- 

(g) -CONH 2 

(h) -F 

(i) -CI 
(j) -Br 
(k)-I 



-0.20 0.02 



(a) x lower if between 
two very polar 
groups, e.g., malonic 
acid 

(b) tv lower if folding 
interaction possible 
(section V.D) 

(a) Sign of 7r changes if 
steric blocking of 
polar group possible 



-0.20 
-0.09 
-0.30 
-0.60 



0.05 
0.02 
0.03 
0.05 



(a) See unusual case of 
phenoxyacetamides 
(section V.D) 



0.65 0.10 



0.00 0.05 



-0.65 
-1.16 
-1.16 
-1.21 
-0.84 
-0.98 
-1.71 
-0.17 
0.39 
0.60 
1.00 



0.03 
0.03 
0.03 
0.03 
0.04 
0.05 
0.05 
0.03 
0.04 
0.04 
0.05 



For aromatic substituents, use tt values and standard deviations 
(as uu) appearing in T. Fujita, et a!., J. Am. Chem. Soc, 86, 5175 
(1964). 



uu = 0.02 b + 0.08 b + 0.02 b = 0.12 

Route 2 should be chosen for several reasons. It has the 
lowest uu value. The electronic effect on tr of the difference 
between an aliphatic and aromatic OH group is precisely 
allowed for. Adding the isopropyl group adjacent to the OH 
in route 3 may involve a steric blocking of its hydrophilic 
character. 

(B) n-Propylamine: no log P 0( ,t measured 

(1) Equivalence of OH and NH 2 

IogP„„, (propanol) = 0.34° 
uu - 0.07 b 

(2) (CH 3 CHNH 2 CH 3 ) - (branch) 

log P„ct = -0.03 c - (-0.20) b - 0.17 
uu = 0.02 b + 0.05 b = 0.07 
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(3) rt-Propylamine 

log P 0 ct (regression from ether-water) = 0.37 
uu = 0.27 s 

(4) n-Butylamine — methyl 

log P„„t = 0.81 c - 0.50 b = 0.31 

uu = 0.02 b + 0.02 b = 0.04 

Since route 4 has the lowest uu and is reinforced by (1) and 
(3), it is preferred over (2). 

(C) Lactic acid: log P mt = -0.62 c 

(1) Hydroxyacetic acid + methyl + branch = 

CH 3 CHOHC0 2 H 

log = -l.ll c + 0.50 b + (-0.20) b = -0.81 
uu = 0.05° + 0.02 h + 0.05 b = 0.12 

(2) Regression from ether-water 

log Pott (av of 5) = -0.80 
uu = 0.19 a 

(3) (CH 3 ) 2 C(OH)C0 2 H - methyl - branch = lactic 

acid 

log P„=t = -0.36° - 0.50 b - (-0.20) b = -0.68 

uu = 0.05° + 0.02 b + 0.02 b = 0.69 

The measured log P M t agrees quite well with that arrived at 
by route 3. The values arrived at by routes 1 and 2 should not 
be totally disregarded, however, because the presence of an 
appreciable amount of polylactic acid impurity in the sample 
measured by Collander could be responsible for an observed 
value which was 0.1 to 0.2 unit too high. 

(D) Acetonylacetone: log P<»t not measured 

log P uu 

(1) Regression from ether-water —0.19 0.19 a 

(2) Log P 00 t (acetone) 0 X 2 - 0 . 48 0 . 10 

(3) 2-Butanone + acetone — methyl = 

CHgCOCHaCHzCOCHs 

log P^ = 0.29° + (-0,24) c - 0.50 b 0.45 

uu = 0.02° + 0.05 c + 0.02 b = 0.09 
The choice clearly favors the range — 0.45 to - 0.48. 

(E) Levulinicacid: log Pc* not measured 

(1) CH 3 COCH 3 + CH 3 C0 2 H = 

CH 3 COCH 2 CH 2 C0 2 H 

log Poo, = -0.24 c + (-0.17) c 0.41 

uu = 0.05 c + 0.02 c = 0.07 

(2) 2-Butanone + aliphatic -C0 2 H 

log Poet = 0.29 c + (-0.65) b = -0.36 
uu = 0.02 c + 0.03 b = 0.05 

log P uu 

(3) Regression from ether-water —0.40 0.19 a 
(av 3) 



(4) Regression from /-BuOH-water -0.39 0 . 1 4" 

(5) Regression from CHCl 3 -water 0.08 0.27 a 
(av2) 

Clearly the value by route 5 is eliminated from consideration 
and a value in the range of - 0.36 to - 0.40 is preferred. 

O 



(F) Atropine < QN— CH 3 ) »— Q— C— CH— CH.OH 



(1) 



< (>— CH^ -QH 



- [OH] + [C t H.-,CrLCO,Hj 

+ 

[CH..OH] + [branch] 



log Poet = -0.28 c - (-1.16) b + 1.30 c + 

(-0.66) c + -0.20 b = 1.32 

uu = 0.27 a + 0.05 b + 0.02 c + 0.02 c + 0.02 c = 0,38 

(2) As (1) but log P tropine regr. from /-BuOH-water 

logP ( -BuOH = 0.21 c - (-1.16) b + 1.30 c + 

(-0.66)° + (-0.20) b - 1.81 

uu = 0.15" + 0.05 b + 0.02° + 0.02 c + 0.02° = 0.26 

The measured log P„ 0 t for atropine is 1.81 which is in agree- 
ment with route 2. The uncertainty of route 1 is not that much 
worse than (2), but the measured value for tropine in ether- 
water appears very doubtful. 

(G) p-N-Methylaminobenzoic acid, /v",/V-dimethylamino- 
ethyl ester 



CH,NH 



'00CH,CH,N(CH,>, 



(1) CH 3 NH- + (C e H 0 COOCH 2 -) + (-CH 2 N(CH 3 ) 2 ) 
log P = (0.50 b - 1.23*) + 2.12= + 0.27 c = (1.66) 

uu = 0.01 b + 0.02 b + 0.02 b + 0,05 d = (0.10) 

10gP(corr)" S - 2.03 

uu = 0.18 

(2) Regression from oil-water 

log/U = 2.01 c 
uu = 0.29 a 

(3) Log P« t (measured) = 1.95° 

In these first examples, the amount of interaction between 
the component parts used in the calculations was either small 
or it could be taken into consideration (as in G). In the follow- 
ing example this is not the case, and it can be seen that it is 
possible to use the proposed method of calculation to support 
an erroneous measured value. 



(163) itnhj = -1.23 uses benzene as the "parent." Correcting for 
electronic effects (ref 10) using a (-COCHj) - 0.39, we correct t by 
0.37 and add to the uu by 0.08. 
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(H) Antipyrene 



0 
II 

•C— CH 



N:-C— CH :! 
CH 3 



(1) Log Poet regression from 
ether-water 



(2) Log P oc t regression from 
CHCls-water 

(3) Log P M t regression from 
oil-water 

(4) Log P„ct regression from 
/-BuOH-water 



log P uu 
-0.06° 

0.27 a 



0.53 c 



0.27 a 



-0.12° 0.28 a 
0.15 c 0.28 a 



0.21 c 



0.15 a 



The value of 0.21 should be favored because it has the lowest 
uu value, but one could attempt to verify it by calculation. 

O 



(5) ( 



) + 



(— N 




CH 3 CH 3 
N 
I 



-2(CH 3 ) + branch + 2{ 



i-Me in closedi 
ring / 



Log P = 2.13° + (-0.21)° + 

(-0.30) b + (0.27° - 1.0) b + (-0.20) b + 

(-0.18) b = 0.53 

uu = 0.02° + 0.02° + 0.03 b + 0.05° 4- 

0.04 b + 0.02 b + 0.04 b = 0.22 

Without any allowance for an interaction between the 
amide and amine nitrogen atoms, route 5 would support 
route 2. With such a variety of values to choose from and no 
clear preference indicated by uu values, the only safe course is 
to measure the P value directly. In this case log Poet turned out 
to be 0.23 and the route 4 was vindicated. 

Acknowledgment. This work was supported under Research 
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VIII. Glossary of Terms 

A~ anionic form of acidic solute 

a degree of ionization 

B neutral form of basic solute 

BH + protonated form of basic solute 

C molar concentration 



cmc 
E. 

G 

H 

HA 

H S C 

HLB 



-Khb 

K t 

k 

L 

M"+ 

N 

N 

n 
n 

n 

(o) 
P 



P* 

P> 

p*. 
ir 

R 
r 
r 
s 
s 

a 
T 
T 

? t 
W 
(w) 
X 

z 



critical micelle concentration (molar) 
steric parameter as defined by Taft 
average energy level of y'th group 
free energy 
enthalpy 

neutral form of acidic solute 
dihydric complexing agent 
hydrophile-lipophile balance 

dissociation constant of single molecules into ions 

in aqueous phase 
association constant of single into double molecules in 

lipoid phase; equals ljKv 
dissociation constant of double into single molecules 

in lipoid phase 
association constant between hydrogen bond donor 

and acceptor 

association constant for formation of complex or imine 

Boltzman constant 

milliliters of lipoid extracting phase 

metal ion carrying charge of n + 

(in counter-current distribution) position of peak 

(in partition calculation) concentration of un-ionized 

solute in water at first concentration level (in mol/l.) 
(in counter-current distribution) total number of tubes 
(in partition calculation) concentration of un-ionized 

solute at second concentration level (in mol/l.) 
(in regression equations) number of data points treated 
organic (or oil) phase 

partition coefficient; nonpolar/polar phase; refers to 
concentration of neutral solute unless specified (only 
exception is in eq 19 and 20 where P refers to pres- 
sure) 

apparent partition coefficient (total solute measured, 

regardless of form) 
thermodynamic partition coefficient = ratio of mole 

fractions in nonpolar/polar phases, 
negative logarithm of acid ionization constant 
hydrophobic substituent constant; ir x = log P x - 

logP H 
gas constant 

(in regression equations) correlation coefficient 

(in counter-current distribution) specific tube number 

standard deviation 

entropy 

electronic parameter as defined by Hammett 

(in counter-current distribution) fraction of total solute 

absolute temperature 

chemical potential (per mole) 

molar volume of solvent 

ml of aqueous solution being extracted 

water phase 

mole fraction 

particle partition function (quantum mechanics) 
state function (quantum mechanics) 
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Table XVII SORTED BY EMPIRICAL FORMULA, THEN NAME, THEN SOLVENT NUMBER, THEN REFERENCE. " 

MEASURED "!LOGP OCT" FOLLOWED BY »-«; OTHERS CALC FROM SPECIFIED EQ IN TABLE .Vltl 



NO • 


cni ii cut 




FOOT 




L0GP 




FMP 1 R IT Al 


NAME 








NOTE 


SQL V 


OCT 




FnQMIII A 






OILS 


1 A A 


99 


0* 6C 


0, 94 


g 


AR1 


ARGON 


2 


NfTftnftFN7PNP 
nil inUDCiiicnc 


92 


46 ■ 


-5« 04 






BR I Kl 


POTASS I UH 8R0M IDE 






165 




1 • 35 






BRZ 


BROMINE 




CS2 


165 




1 • 89 






BR2 


BROMINE 


5 


BROMOFORM 


166 




1, go 






BR2 


BROMINE 


6 


N-BUTANOL 


91 


46 


-1. 82 


-3.03 




CL1CS1 


CESIUM CHLORIDE 


7 


N— BUTANOL 


91 


46 


-1» 74 


-2.92 




CL1K1 


POTASSIUM CHLORIDE 


g 


N-BUTANOL 


94 


46 


-1.74 


-2. 94 




CL1K1 


POTASSIUM CHLORIDE 


g 


N I TRQBENZENE 


92 


46 


-5. 36 






CL1K1 


POTASSIUM CHLORIDE 


10 


It Ow i MllUk* 


91 


46 


-1.55 


-2. 66 




CL1 LIL 


LITHIUM CHLORI0E 




N-BUTANOL 


91 


46 


-1.76 


-2. 96 




CL1 NA1 


SODIUM CHLORIDE 


12 


M— fll ITAMfll 


94 


46 


-1 • 74 


-2.94 




CL1 NAt 


SODIUM CHLOR IDE 


j3 


^ ft— miT Awni 

->CI». DUI MHUL 


94 


46 


-1.19 






CL1 NA1 


SODIUM CHLORIDE 


it 


W — flllT ANfll 
11 DU 1 AnlUL 


91 


46 


— 1 • 74 


-2, 92 




CL1R81 


RUBIDIUM CHLORIDE 


15 


CCL4 


1 67 


51 


1. 29 






CL2 


CHLORINE 


16 




1 68 


46 


—0. 46 


0. 06 




CL2HG1 


MERCURIC CHLORIDE 


17 


r\ i etuvi CTLto 
u 1 1 1 n T L CircK 


2 




— 1 • 74 


-1 ,42 


A 


0201 


DEUTER IUM OXIDE 


1 8 


OILS 


2 




—3. 15 


-1 . 64 


A 


020 1 


DEUTERIUM OXIDE 


19 




164 


22 


0*23 


0. 66 


g 


HE1 


HELIUM 


20 


CCL4 


1 69 




0. 54 






I1BRI 


IODINE MONQBROMIDE 


2 1 


CCL4 


L69 




-0. 70 






1 1CL1 


IODINE M0NOCHL0R IDE 


22 


m r Ten flFN 7 FNF 

I'll I IMJDCIK WllC 


92 


46 


-3. 74 






1 1K1 


POTASSIUM IODIDE 


23 


N I TRnRFrJ7FMF 


92 


46 


-5,00 






1 1L 1 1 


LITHIUM IODIDE 




W ITRDRCN 7 cue 


92 


46 


—4. 59 






I INA1 


SODIUM IODIDE 


25 


NT TDflRFN 7 FN F 


92 


46 


-3. 60 






1 1RBL 


RUBIDIUM IODIDE 


26 


CHCL3 


165 




2,12 






12 


1001 NE 


27 


BENZENE 


170 




2.59 






I 2 


IODINE 


28 


N T TUnRFfJ 7 PM F 


1 70 




2 , 29 






I 2 


1001 NE 


29 


PRIM. PENTANOLS 


47 




-1*66 






12 


IODINE 


30 


CCL4 


1 66 




1. 93 






I 2 


IODINE 


3 I 


CS2 


166 




2. 77 






I 2 


IODINE 


32 


nnr.Fr an f 

UUUtU Mil £Z 


165 




1.87 






12 


IODINE 


33 


HF K ADFT AM F 

nc AMUCL,«H c 


165 




1.59 






I 2 


IODINE 






1 66 




2* 62 






12 


IODINE 




OILS 


1 64 


22 


0.88 


1.16 


g 


KR1 


KRYPTON 






164 


22 


0.55 


0. 92 




N2 


NI TROGEN 


37 


CCL4 


171 




1.15 






040S1 


OSMIUM TETROXIDE 


38 


CCL4 


172 




1 « 09 






040 S 1 


OSMIUM TETROXIDE 


39 


OILS 


164 


22 


2, 04 


2. 05 


Q 


R01 


RADON 


40 


OILS 


164 


22 


I* 16 


1.37 


Q 


XE1 


XENON 


4 1 


OILS 


1 73 




_ 1 ,04 


0.25 


A 


H1CLI 


HYDROGEN CHLORIDE 


42 


OIETHYL ETHER 


1 74 




-0*64 


-0.44 


A 


H1F 1 


HYDROFLUORIC ACID 


43 


CHCL 3 


174 


12 


-2. 92 


-1 4 43 


A 


H1F1 


HYDROFLUORIC ACID 


44 


nT FTHVI PTHFR 


175 


26 


0 * 84 


0. 86 


A 


H1N3 


HYORQG EN AZ I OE 


45 


0IETHVL ETHER 


1 74 




0t 86 


0.68 


A 


HLN3 


HYDROGEN AZ I DEE 


46 


CHCL 3 


L74 




— 0. 16 


I. 07 


A 


H1N3 


HYDROGEN AZIDE 


47 


^FC-RUT ANOi 


84 




-0,44 


-1.15 




H20 1 


WATER 


48 


01 ETHYL ETHER 


176 




-1. L8 


-0.92 


A 


H202 


HYDROGEN PEROXIDE 


4*5 


OIETHYL ETHER 


177 




-1.36 


-1.08 


A 


H202 


HYDROGEN PEROXIDE 


50 


0 1 ETHYL ETHER 


178 




-0. 94 


-0. 70 




H202 


HYDROGEN PEROXIDE 


51 


D I ETHYL ETHER 


174 




-1, 19 


-0. 92 


A 


H202 


HYDROGEN PEROXIDE 


52 


CHCL 3 


179 


26 


-2.78 


-1.29 


A 


H202 


HYDROGEN PEROXIDE 


5 3 


CHCL3 


174 


12 


-3. 34 


-1.82 


A 


H2G2 


HYOROGEN PEROXIDE 


54 


BENZENE 


179 


26 


-2. 30 


-0. 89 


A 


H2Q2 


HYDROGEN PEROXIDE 


55 


I — RI IT AWIll 


1 79 


26 


-C« 48 


-1.19 




H202 


HYDROGEN PEROXIDE 


56 


T — BUT ANDI 


178 




-0. 41 


-1 • 09 




H202 


HYDROGEN PEROXIDE 




W I TE>nflFrJ7FN F 
ill 1 KUOCniLtllC 


1 79 


26 


-2, 30 


-1. 03 




H202 


HYDROGEN PEROXIDE 


jjjj 


DO TM PFNTAUflt S 


17 7 




-0. 85 


-1.38 




H202 


HYDROGEN PEROXIDE 


|q 


PRIM* PENTANOLS 


180 




-0. 85 


- 1 * 37 




H202 


HYDROGEN PEROXIDE 


Aft 


FTHVI ATFTATC 


178 




-0. 60 


-0. 70 




H202 


HYDROGEN PEROXIDE 


61 


I— PFNT ATFTATF 


178 




-1.11 


-1 .33 




H202 


HYDROGEN PEROXIDE 


62 


N— RI i T ANfll 


181 


10 


-1. 00 






H204P1 


ORTHOPHOSPHATE ANION 


£ 3 


uc¥ AMDI 


181 


1 8 


-0. 52 






H2Q4P1 


ORTHDPHOSPHATE ANION 




N — RI IT AMDI 
N QUI AI1UU 


181 


10 


0.30 






H207P2 


PYROPHOSPHATE ANION 


*Jl 


upvi tjni 
n C A AIHUL. 


181 


1 8 


C. 73 






H207P2 


PYROPHOSPHATE ANION 


66 


nTFTHVI FTHFP. 


174 




0. 95 


0. 96 


A 


H2S 1 


HYDROGEN SULFIDE 


67 




1 74 




0. 89 


1 , 44 


n 


H2S 1 


HYDROGEN SULFIDE 


68 


D T FTHVI FT HPS 
uic i mi ci nc n 


174 




-1 * 96 


-0. 90 


B 


H3N1 


AMMONI A 


6*? 


CHCL 3 


1 74 




-1.35 


-I. 37 


B 


H3N1 


AM MONI A 


70 


c c r - _ a i it A ion 1 




19 


— 1.09 


-2. 04 




H3N1 


AMMONI A 


7 1 


TOI 1 1 FM F 


68 




— 1. 40 


-0. 35 


g 


H3 N 1 


AMMONI A 


72 


rRIWt PcNlANULs 


182 




— 0. 85 






H3N1 


AMMON I A 


73 


CCL4 


* 




— 2. 35 


i * C i 

—1 * 56 


•j 


u^kii ni 


AM MONI A 


74 


OIETHYL ETHER 


I 74 




-2.28 


— 1 . 87 




H3NL01 


Hvnnnxvi amikif 


75 


CHCL3 


174 




-2. 58 


-1.13 


A 


H3N101 


lj v no ny vi auhic 
Hi UK U A Y LAM 1 N t 


76 


DIETHYL ETHER 


174 




-2 .34 


-1. 23 


8 


H4N2 


UV FID (17 INC 

HY UK At I fit 


77 


CHCL 3 


L74 




-1.35 


-1. 37 


B 


H4N2 


l,v/ r\n a 7 t kl C 

HY DR At 1 Nc 


78 


BENZENE 


183 




-1.65 


-0.60 


B 


H4N2 


uu r\tt at T kl C 

HY DR AZ IN c 


79 


I -BUTANOL 


184 




-0.66 






H5N 101 


AM MON I UM HY DKu SIDE 


80 


PRIM. PENTANOLS 


184 




-0.87 






H5N101 


AMMONIUM HYOROXIDE 


81 


OILS 


173 




0.20 


0.64 


B 


C1CL1NI 


CYANOGEN CHLORIDE 


82 


OILS 


173 




2.42 


2.44 


B 


C1CL3N102 


CHLOROPICRIN 


63 


OILS 


1 73 




2* 66 


2 .64 


B 


C1CL4 


^ADOom rETDtrui no i nc 
CAKttUN 1 1 r KALMLUK 1 DC 


84 


CCL4 


185 




-0.75 






CII1N1 


IODINE CYANIDE 


€5 


OILS 


173 




2.08 


2.26 


B 


C1S2 


CARBON DISULFIDE 


86 


OILS 


82 




1. 70 


1.84 


3 


C1S2 


CARBON DISULFIDE 


87 


0CTAN0L 


186 




1.97 


1.97 




CIHLCL3 


CHLOROFORM 


88 


OILS 


173 




1.86 


1.98 


B 


C1H1CL3 


CHLOROFORM 


89 


OIETHYL ETHER 


187 




0.38 


0.45 


A 


CIHLNL 


HYDROCYANIC ACID 


90 


DIETHYL ETHER 


174 




0.26 


0.35 


A 


CIHLN1 


HYDROCYANIC AC ID 


91 


CHCL3 


187 




-0.67 






C1HIN1 


HYDROCYANIC ACID 


92 


CHCL 3 


174 




-0.66 


0.62 


A 


C1H1N1 


HYDROCYANIC AC ID 


93 


BENZENE 


187 




-0.35 


1.07 


A 


C1H1N1 


HYDROCYANIC ACID 


94 


BENZENE 


188 


12 


-0.57 


0.61 


A 


C1H1N1 


HYOROCYANIC ACIO 


95 


CCL4 


187 




-1.38 






C1H1N1 


HYDROCYANIC ACID 


96 


ETHYL BROMIDE 


187 




-0.45 






C1H1N1 


HYOROCYANIC ACID 


97 


BROMOETHANE 


187 




-0.45 






ClHINi 


HYDROCYANIC ACID 


98 


DIETHYL ETHER 


3 




-0.96 


-0.72 


A 


C1H2N2 


CYAN AMIDE 


<)9 


OILS 


2 




-2.35 


-0.91 


A 


C1H2N2 


CYANAM IDE 


100 


PRIM. PENTANOLS 


189 




-0.30 


-0.68 




C1H2N2 


CYANAM IDE 
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NO. 


SOLVENT 


REF 


FOOT 


LOGP 


LOGP 










NOTE 


SOLV 


OCT 




101 


ETHYL ACETATE 


189 


12 


-0.19 


-0.26 




102 


OI-I-PR. ETHER 


189 


12 


-0.71 


-0.28 




103 


ME— I -BUT .KETONE 


189 




-0.23 


-0.27 




104 


01 ETHYL ETHER 


188 


12 


-0.96 


0.00 


B 


105 


OCTANOL 


5 




-0.54 


-0.54 


■ 


106 


01 ETHYL ETHER 


190 




-0.52 


-0.34 


A 


K7 


DIETHYL ETHER 


191 




-0.40 


-0.31 


A 


10S 


DIETHYL ETHER 


192 




-0.45 


-0.28 


A 


109 


DIETHYL ETHER 


46 




-0.40 


-0.23 


A 


110 


DIETHYL ETHER 


36 




-0.43 


-0.25 


A 


111 


CHCL3 


45 


12 


-2.50 


-1.03 


A 


112 


CHCL3 


36 




-2.12 


-0.69 


A 


1 13 


OILS 


193 




-1.84 


-0.44 


A 


114 


BENZENE 


45 




-2.95 


-1.55 


A 


US 


BENZENE 


44 




-2.70 


-1.28 


A 


116 


BENZENE 


193 




-2.57 


-1.15 


A 


117 


N-BUTANOL 


190 




-0.08 


-0.62 




118 


SEC-BUTANOL 


190 




0.03 


-0.47 




119 


XYLENE 


193 




-2.38 


-0.97 


A 


120 


TOLUENE 


193 




-2.5S 






121 


TOLUENE 


41 




-2.66 


-0.73 


A 


122 


NITROBENZENE 


48 




-1.67 


-0.51 




123 


PRIM. PENTANOLS 


190 




-0.26 


-0.73 




124 


ETHYL ACETATE 


194 




-0.23 


-0.30 




125 


CCL4 


45 


26 


-3.12 






126 


DI-l-PR. ETHER 


190 




-0.84 


-0.42 




127 


2-BUTANONE 


190 




0.12 


0.39 




128 


HE- I-8UT .KETONE 


195 




-0.34 


-0.37 




129 


ME- I-BUT. KETONE 


196 




-0.38 


-0.40 




130 


OLEYL ALCOHOL 


' 5 




-0.92 


-0.35 




131 


O-Nl TROTOLUENE 


48 




-1.81 






132 


S-PENTANOLS 


190 


12 


0.07 


-0.22 




133 


S-PENTANOL S 


195 




-0.22 


-0.56 




134 


CS2 


193 




-3.23 






135 


PARAFFINS 


197 




-2.90 






136 


OCTANOL 


5 




1.69 


1.69 


K 


137 


DIETHYL ETHER 


3 




1.92 


1.80 


A 


138 


01 ETHYL ETHER 


3 




-2.85 


-1.67 


B 


139 


OILS 


2 




-3.12 


-1.61 


A 


140 


OCTANOL 


186 




-0.33 


-0.33 




141 


OCTANOL 


5 




0.08 


0.08 


m 


142 


CYCLOHEXANE 


141 




-0.93 






143 


OILS 


173 




-0.32 


0.17 


B 


144 


DIETHYL ETHER 


3 




-3.33 


-2.79 


A 


145 


DIETHYL ETHER 


112 




-3.52 


-2.96 


A 


146 


DIETHYL ETHER 


198 




-3.30 


-2.76 


A 


147 


CHCL3 


112 




-3.85 


-2.97 


N 


148 


OILS 


2 




-3. 62 


-2.26 


A 


149 


OCTANOL 


9 




-1.14 


-1.14 


« 


150 


DIETHYL ETHER 


3 




-2.20 


-1.80 


A 


151 


DIETHYL ETHER 


112 




-2.10 


-1.70 


A 


152 


DIETHYL ETHER 


198 




-2.14 


-0.95 


A 


153 


CHCL3 


112 


12 


-3.10 


-2.38 


N 


154 


OILS 


2 




-2.92 


-1.43 


A 


155 


OCTANOL 


186 




-0.66 


-0.66 


« 


156 


OCTANOL 


5 




-0.82 


-0.82 




157 


01 ETHYL ETHER 


3 




-0.85 


-0.63 


A 


158 


DIETHYL ETHER 


174 




-1.29 


-1.00 


A 


159 


CYCLOHEXANE 


199 




-1.84 






160 


CHCL3 


174 




-1.36 


-0.66 


N 


161 


OILS 


173 




-1.96 


-0.55 


A 


162 


OILS 


101 




-2.01 


-0.63 


A 


163 


OILS 


200 




-2.11 


-0.73 


A 


164 


OILS 


201 




-2.02 


-0.65 


A 


165 


NITROBENZENE 


202 




-1.60 


-0.46 




166 


OCTANOL 


5 




-0.57 


-0.57 


. 


167 


DIETHYL ETHER 


3 




-1.64 


-0.60 


B 


168 


CHCL3 


203 


12 


-0.56 


-0.71 


B 


169 


CHCL3 


68 




-0.90 


-1.00 


B 


170 


CHCL3 


204 




-1.09 


-1.15 


B 


171 


BEN2ENE 


205 




-1. 34 


0.37 


B 


172 


I -BUTANOL 


184 




0.00 


-0. 52 




1 73 


XYLENE 


46 




-1.00 


-0.43 


B 


174 


TOLUENF 


205 




-1. 40 


-0.35 


8 


175 


PRIM. PENTANOLS 


182 




-0. 45 


-0. 98 




176 


nrTANflt 


206 




2. 44 


2 .44 


a 


1 77 


nrTiwni 


206 




2.24 


2.24 


* 


178 


nrcTuvi cttca 
DIETHYL ETrfcK 


3 




1.57 


1 . 49 


* 


179 


DIETHYL bIHfcK 


207 




1.21 


1.18 


* 


160 


DIETHYL ETHER 


113 




1.63 


1 . 54 




161 


DIETHYL ETHER 


46 




1.78 


1 .68 


A 


162 


CHCL 3 


43 




-0.69 


0.61 


A 


1 63 


BENZENE 


208 




-1.30 


0.10 


* 


184 


TOLUENE 


43 




—0.98 


0.72 




165 


N I TR08ENZEN E 


43 




0. 04 


0.91 






PRIM PPMTAKJDI ^ 
riMH. rent nnuL j 


43 




1.79 


1.96 




187 


BROMOETHANE 


43 




-0.26 






188 


IO0OMETHANE 


41 




-1.06 






189 


DIETHYL ETHER 


192 




1.24 


1.20 


A 


190 


01 ETHYL ETHER 


113 




1.46 


1.39 


A 


191 


DIETHYL ETHER 


46 




1.31 


1.27 


A 


192 


CHCL3 


113 




-0.89 


0.41 


A 


193 


OILS 


209 




-0.30 


0.94 


A 


194 


BENZENE 


208 




-1.40 


0.00 


A 


195 


TOLUENE 


43 




-1.42 


0.33 


A 


196 


NITROBENZENE 


43 




-0.10 


0.79 




197 


CCL4 


43 


12 


-2.31 


-0. 14 


A 


198 


10DOHETHANE 


41 




-1.15 






199 


OCTANOL 


56 




1.04 


1.04 




200 


DIETHYL ETHER 


113 




1.06 


1.06 


A 



EMPIRICAL NAME 
FORMULA 



C1H2N2 


CYAN AM IDE 


C1H2N2 


CYAN AM IDE 


C1H2N2 


CYANAMIOE 


C1H201 


FORMALDEHYDE 


C1H202 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H202 


FORMIC ACID 


CIH202 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H202 


FORMIC ACID 


CLH202 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H2Q2 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H202 


FORMIC ACID 


C1H2Q2 


FORHIC ACID 


C1H202 


FORMIC ACID 


C1H3II 


METHYL IODIDE 


C1H3I1 


METHYL IODIDE 


C1H3N101 


FORM AMIDE 


C1H3N101 


FORM AMIDE 


C1H3N102 


NITROMETHANE 


C1H3N102 


NITRONETHANE 


C1H3N102 


NITROMETHANE 


C1H3N102 


NITROMETHANE 


CIH4N20L 


UREA 


C1H4N201 


UREA 


C1H4N201 


UREA 


C1H4N201 


UREA 


C1H4N201 


URSA 


C1H4N2SL 


THIOUREA 


CIH4N2S1 


THIOUREA 


CIH4N2S1 


THIOUREA 


C1H4N2S1 


THIOUREA 


C1H4N2S1 


THIOUREA 


C1H4N2S1 


THIOUREA 


C1H401 


METHANOL 


C1H401 


METHANOL 


C1H401 


METHANOL 


C1H401 


METHANOL 


CIH401 


METHANOL 


C1H401 


METHANOL 


CIH401 


METHANOL 


C1H401 


METHANOL 


C1H401 


METHANOL 


CIH401 


METHANOL 


C1H401 


METHANOL 


CIH5N1 


METHYLAMINE 


C1H5NI 


METHYLAMINE 


C1H5NI 


METHYLAMINE 


C1H5N1 


METHYLAMINE 


C 1H5N1 


METHYLAMINE 


C1H5N1 


METHYLAMINE 


C1H5N1 


METHYL AM INE 


C1H5N1 


MPTHYI AM r MP 


C1H5NI 


MPTHYI AMINP 


C1H5N1 


MPTHYI AMTtvlP 


r ?w 1 HQ 3 Ml 


1 . 7 . * — Tn I A7 ni F . fc . "i-DT RRHMn 


L£H16KZMJ 


i 5 u— TDi Aim p i.f-mannHn 

1, £, H" 1 Kl A£UL t,)i3 Ul 0 KU hu 


CZH1CL3UZ 


TpiruinonArPTir ar in 

1 K 1 LHL UKUflL till. ALill 


C2H1CL302 


T K JL HLUKUAL c I I L AL 1 U 


C2H1CL302 


TRICHLOROACETIC ACID 


C2H1CL302 


TRICHLOROACETIC ACID 


C2H1CL302 


TRICHLOROACETIC ACID 


in) 

L2n 1 1 L 3 U£ 


to if* hi nanArpTir Arin 


C2H1CL302 


TRICHLOROACETIC ACID 


C2H1CL302 


TRICHLOROACETIC ACID 


C2H1CL302 


TRICHLOROACETIC AC I 0 


C2H1CL3U2 


TRICHLOROACETIC ACIO 


C2HICL302 


TRICHLOROACETIC ACID 


C2H2CL202 


OICHLOROACETIC ACID 


C2H2CL202 


DICHLOROACETIC ACID 


C2H2CL202 


OICHLOROACETIC ACID 


C2H2CL202 


OICHLOROACETIC ACIO 


C2H2CL202 


OICHLOROACETIC ACID 


C2H2CL202 


DICHLOROACETIC ACIO 


C2H2CL202 


DICHLOROACETIC ACID 


C2H2CL202 


DICHLOROACETIC ACID 


C2H2CL202 


DICHLOROACETIC ACIO 


C2H2CL202 


DICHLOROACETIC ACID 


C2H2CL3N101 


TRICHLOROACETAMIDE 


C2H2CL3N101 


TR ICHLOROACETAMIDE 
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NO. 


SOLVENT 


REF 


FOOT 


LOGP 


LOGP 




EMPIRICAL 








NOTE 


SOLV 


OCT 




FORMULA 


201 


CHCL3 


1 13 




0. 31 


0.87 


N 


C2H2CL3N101 


202 


OCTANOL 


210 




0. 12 


0.12 




C2H2F3N101 


20 3 


DIETHYL ETt-ER 


211 




-1.02 


-0.78 


A 


C2H204 


204 


DIETHYL ETt-ER 


212 




-0.94 


-0. 71 


A 


C2H204 


205 


DIETHYL ETHER 


3 




-0.92 


-0. 69 


A 


C2H204 


206 


DIETHYL ETt-ER 


46 




-0.72 


-0.51 


A 


C2H204 


2C7 


DIETHYL ETHER 


213 




-0.91 


-0.67 


A 


C2H204 


208 


01 ETHYL ETHER 


36 




-0.87 


-0.64 


A 


C2H204 


209 


N-BUTANOL 


194 




-0.76 


-0.53 




C2H204 


210 


PRIM. PENTANOLS 


182 




-0.30 


-0.78 




C2H204 


211 


ETHYL ACETATE 


194 




-0.34 


-0.43 




C2H204 


212 


HEXANOL 


74 




-0.48 






C2H204 


213 


ME-I-BUT. KETONE 


195 




-0. 69 


-0.64 




C2H204 


214 


S-PENTANOLS 


195 




-0.44 


-0.81 




C2H204 


21S 


OCTANOL 


5 




0.41 


0.41 


m 


C2H38R102 


216 


DIETHYL ETHER 


192 




0.64 


0.68 


A 


C2H3BR102 


217 


CHCL3 


46 




-1.14 


0.18 


A 


C2H3BR102 


218 


OILS 


209 




-0.72 


0.56 


A 


C2H3BR102' 


219 


BENZENE 


29 




-1.41 


-0.01 


A 


C2H38R102 


220 


XYLENE 


46 




-1.37 


0.29 


A 


C2H3BR102 


221 


TOLUENE 


29 




-1.55 


0.24 


A 


C2H3BR102 


222 


OILS 


214 




-0. 18 


1.06 


A 


C2H3BR302 


223 


DIETHYL ETHER 


192 




0.41 


0.47 


A 


C2H3CL102 


224 


DIETHYL ETHER 


113 




0.42 


0.48 


A 


C2H3CL102 


225 


DIETHYL ETHER 


46 




0.39 


0.47 


A 


C2H3CL102 


226 


DIETHYL ETHER 


40 




0.02 


0. 14 


A 


C2H3CL102 


227 


OIETHYL ETHER 


188 




0. 37 


0.45 


A 


C2H3CL102 


228 


CHCL3 


43 




-1.67 


-0.28 


A 


C2H3CL102 


229 


CHCL3 


1 13 




-1.35 


-0.01 


A 


C2H3CL102 


230 


CHCL3 


46 




-1.92 


-0.53 


A 


C2H3CL102 


231 


OILS 


209 




-1.10 


0.24 


A 


C2H3CL102 


232 


BENZENE 


215 




-1.45 


-0.05 


A 


C2H3CL102 


233 


BENZENE 


42 




-1.60 


-0.19 


A 


C2H3CL102 


234 


TOLUENE 


43 




-2.00 


-0.17 


A 


C2H3CL102 


235 


TOLUENE 


40 




-2.12 


-0.28 


A 


C2H3CL102 


236 


TOLUENE 


42 




-1.74 


0.05 


A 


C2H3CL102 


237 


TOLUENE 


42 




-1.74 


0.06 


A 


C2H3CL102 


238 


NITROBENZENE 


43 




-0.85 


0.17 




C2H3CL102 


239 


NITROBENZENE 


42 


12 


1.15 


1.83 


A 


C2H3CL102 


240 


CCL4 


43 




-2.56 


-0.33 


A 


C2H3CL102 


241 


IODOMETHANE 


41 




-1.36 






C2H3CL102 


242 


DIETHYL ETHER 


3 




0.63 


0.67 


A 


C2H3CL302 


243 


DIETHYL ETHER 


188 




0.63 


0.67 


A 


C2H3CL302 


244 


01 ETHYL ETHER 


174 




0.60 


0.65 


A 


C2H3CL302 


246 


CHCL3 


174 




-0.96 


0.34 


A 


C2H3CL302 


246 


OILS 


214 




-0.66 


0.62 


A 


C2H3CL3Q2 


247 


OILS 


70 




-0.75 


0.42 


A 


C2H3CL302 


248 


TOLUENE 


188 


12 


-1. 76 


0.04 


A 


C2H3CL302 


249 


DIETHYL ETHER 


1 12 




-0. 27 


-0.12 


A 


C2H3F102 


250 


CHCL3 


112 




-1.96 


-0.57 


A 


C2H3F102 


251 


OCTANOL 


9 




0.41 


0.41 




C2H3F301 


252 


OCTANOL 


216 




0.32 


0.32 




C2H3F301 


253 


OIETHYL ETt-ER 


3 




0. 86 


0.87 


A 


C2H3I102 


254 


OIETHYL ETHER 


112 




0. 83 


0. 64 


A 


C2H3I102 


255 


CHCL3 


112 




-0.82 


0.47 


A 


C2M3I102 


256 


CHCL3 


29 




-0. 79 


0.50 


A 


C2H3U02 


257 


OILS 


209 




-0.46 


0.83 


A 


C2H3I102 


258 


BENZENE 


29 




-1.08 


0.31 


A 


C2H3I102 


259 


TOLUENE 


29 




-1.22 


0.50 


A 


C2H3I102 


260 


OCTANOL 


186 




-0.34 


-0.34 




C2H3N1 


261 


OIETHYL ETHER 


3 




-0.Z2 


-0.08 


A 


C2H3N1 


262 


DIETHYL ETHER 


207 




-1.49 


-1.19 


A 


C2H3N103 


263 


OCTANOL 


210 




-0.52 


-0.52 




C2H4BR1N101 


264 


OCTANOL 


56 




-0.53 


-0.53 


9 


C2H4CL1N101 


265 


DIETHYL ETHER 


3 




-1.02 


-0.78 


A 


C2H4CL1N101 


266 


DIETHYL ETHER 


113 




-1.03 


-0.79 


A 


C2H4CL1N101 


267 


CHCL3 


113 




-0.96 


-0.29 


N 


C2H4CL1N101 


268 


OCTANOL 


210 




-1.05 


-1.05 




C2H4F1N101 


269 


OCTANOL 


210 




-0. 19 


-0.19 


w 


C2H4UN101 


270 


DIETHYL ETHER 


112 




1.23 


1.20 


A 


C2H4N2S2 


271 


CHCL3 


112 




-0.20 


0.42 


N 


C2H4NZS2 


272 


OIETHYL ETHER 


2 




-2.54 


-1.41 


B 


C2H4N4 


273 


OIETHYL ETHER 


3 




-2.54 


-1.41 


8 


C2H4N4 


274 


OILS 


2 




-3.33 


-I. 81 


A 


C2H4N4 


275 


OCTANOL 


217 


32 


-0. 90 


-0. 90 




C2H4N402S2 


276 


CHCL3 


217 


32 


-3.79 






C2H4N402S2 


277 


OIETHYL ETHER 


174 




-0.48 


0.43 




C2H401 


278 


CHCL3 


174 




0. 11 






C2H401 


279 


DIETHYL ETHER 


112 




0. 74 


0.76 


A 


C2H401S1 


280 


DIETHYI FTFFR 


46 




0.18 


0. 28 


A 


C2H401S1 


261 


CHCL3 


112 




0. 87 


1.41 




r?H4m <; i 




UL 1 ANUL 


218 




a" \1 


a? 






283 


U L 1 ANUL 






—0. 31 


—0.31 




C2H402 


284 


OIETHYL ETHER 


190 




-0.35 


-0.19 


A 


C2H402 


285 


niFTHYl FTHFR 


3 




-0. 30 


—0. 15 


A 


C2H402 


286 


DIETHYL ETHER 


177 




-0.33 


-0.18 


A 


C2H402 


287 


DIETHYL ETHER 


112 




-0.36 


-0.20 


A 


C2H402 


288 


DIETHYL ETHER 


46 




-0.30 


-0.15 


A 


C2H402 


289 


DIETHYL ETHER 


40 




-0.34 


-0.18 


A 


C2H40Z 


290 


DIETHYL ETHER 


66 




-0.34 


-0.17 


A 


C2H402 


291 


DIETHYL ETHER 


36 




-0.34 


-0.18 


A 


C2H402 


292 


CHCL3 


51 




-1.19 


0.15 


A 


C2H402 


293 


CHCL3 


45 




-1.54 


-0.09 


A 


C2H402 


294 


CHCL3 


112 




-1.52 


-0.16 


A 


C2H402 


295 


CHCL3 


46 




-1.60 


-0.24 


A 


C2H402 


296 


CHCL3 


40 




-1.70 


-0.31 


A 


C2H402 


297 


CHCL3 


219 




-1.58 


-0.20 


A 


C2H402 


298 


OILS 


209 




-1.30 


0.06 


A 


C2H402 


299 


OILS 


220 




-1.52 


0.19 


A 


C2H402 


300 


OILS 


193 




-1.57 


-0.25 


A 


C2H402 



NAME 



TR ICHLOROACETAMI DE 
TRIFLUOROACETAMIOE 
OXALIC ACID 
OXALIC ACID 
OXALIC ACID 
OXALIC ACID 
OXALIC ACID 
OXALIC ACID 
OXALIC ACID 
OXALIC ACID 
OXALIC ACID 
OXALIC ACID 
OXALIC ACID 
OXALIC ACID 
BRQMOACET1C ACID 
BROMOACETIC ACID 
BROHOACETIC ACID 
BROMOACETIC ACID 
BROMOACETIC ACID 
BROMOACETIC ACID 
BROMOACETIC ACIO 

2t 2. 2-TRIBROMO-l, 1-ETHANED10L /BROMALHYDRATE/ 

CHLOROACETIC ACID 

CHLOROACETIC ACIO 

CHLOROACETIC ACIO 

CHLOROACETIC ACIO 

CHLOROACETIC ACID 

CHLOROACETIC ACID 

CHLOROACETIC ACID 

CHLOROACETIC ACID 

CHLOROACETIC ACID 

CHLOROACETIC ACID 

CHLOROACETIC AC I D 

CHLOROACETIC ACID 

CHLOROACETIC ACID 

CHLOROACETIC ACID 

CHLOROACETIC ACID 

CHLOROACETIC ACIO 

CHLOROACETIC ACID 

CHLOROACETIC ACIO 

CHLORDACET IC ACID 

2i2,2-TRICHL0R0-l. 1-ETHANED IOL/CHLORALHYDRATE/ 

2 f 2,2-TRICHL0R0-l, 1-ETHANED IOL/CHLORALHYDRATE/ 

2, 2,2-TRICHLORO-li 1-ETHANED10L/CHL0RALHYDRATE/ 

2i 2» 2-TR ICHL0R0-1 » 1-ETHANED IOL/CHLORALHYDRATE/ 

2, 2, 2-TRICHLORO-l, 1-ETHANED IOL/CHLORALHYDRATE/ 

2t 2t 2-Tft ICHL0R0-1 » l-ETHANEDIOL/CHLORALHYDRATE/ 

2, 2,2-TRICHLORO-l, l-ETHANEDIOL/CHLORALHYDRATE/ 

FLUOROACETIC ACID 

FLUOROACETIC ACID 

ETHANOL, 2,2,2-TRIFLUORO 

2t 2. 2-TRI FLUDROETHANOL 

I0D0ACETIC ACIO 

I0DOACETIC ACID 

IODOACETIC ACID 

IODOACETIC ACID 

IODOACETIC ACIO 

IODOACETIC ACID 

IODOACETIC ACID 

ACETONITRILE 

ACETONITRILE 

OXAM1C ACID 

BROMOACETAMI DE 

CHLOROACETAM IDE 

CHLOROACET AMIDE 

CHLOROACETAM IDE 

CHLOROACET AM IDE 

FLUOROACETAMIDE 

IODOACETAMIOE 

OXAMIDE.OITHIO 

OXAMIDEt DITHIO 

CY ANOGUANIDINE/DICYANOIAMIDE/ 

CY ANOGUAN! DINE/DICYANO IAHI DE / 

CY ANOGUANIDINE/DICYANOIAMIDE/ 

2-AHIN0-1. 3, 4-THIADIAZOLE- 5- SULFONAMIDE 

2- AM I NO- It 3 1 4-THIADIAZOLE- 5- SULFONAMIDE 

AC ET ALDEHYDE 

ACET ALDEHYDE 

THIOACETIC ACID 

THIOACETIC ACIO 

THIOACETIC ACID 

ACETIC ACID 

ACETIC ACID 

ACETIC ACID 

ACETIC ACID 

ACETIC ACID 

ACETIC ACID 

ACETIC ACID 

ACETIC ACID 

ACETIC ACID 

ACETIC ACIO 

ACETIC ACID 

ACETIC ACID 

ACETIC ACID 

ACETIC ACID 

ACETIC ACIO 

ACETIC ACIO 

ACETIC ACIO 

ACETIC ACID 

ACETIC ACID 
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NO. 


SOLVENT 


REF 


FOOT 


LOGP 


LOGP 




EMPIRICAL 








NOTE 


SOLV 


OCT 




FORMULA 


301 


8ENZENE 


51 




-1.97 


-0.56 


A 


C2H402 


302 


BENZENE 


45 




-1.80 


-0. 32 


A 


C2H402 


303 


BENZENE 


14 




-2.00 


-0. 59 


A 


C2H402 


304 


BENZENE 


40 


12 


-2. 20 


-0. 79 


A 


C2H402 


3C5 


BENZENE 


16 




-2.05 


-0. 64 


A 


C2H402 


306 


BENZENE 


66 




-1.74 


-0.33 


A 


C2H402 


307 


N-BUTANOL 


190 




0. 09 


—0.40 




C2H4Q2 


308 


I -BUTANOL 


1 84 




0.07 


—0. 42 


A 


C2H402 


309 


SEC-BUTANOL 


190 




0.08 


0.40 




C2H402 


3 10 


XYLENE 


42 




-1.92 


—0. 29 


A 


C2H402 


311 


TOLUENE 


42 




-1.90 


—0. 09 


A 


C2H402 


3 12 


N I I KUbcN L EN c 


14 




- 1. 44 


—0. 32 




C2H402 


3 13 


UlTOnBCUTCMC 

N 1 1 HUOCNi CN t 


48 




- 1 . 42 


—0. 32 




t^M4U£ 


3 14 


KK1K. PtNIANULb 


190 




—0.02 


—0. 42 




L^H4U^ 


3 15 


PRIM. PENTANOLS 


184 




—0. 03 


—0. 34 




C2H4Q2 


3 16 


PRIM. PENTANOLS 


182 




-0.03 


-0.44 




C2H402 


3 17 


PRIM. PENTANOLS 


177 




-0.04 


-0. 35 




C2H402 


318 


ETHYL ACETATE 


194 




-0. 18 


-0. 24 




C2H402 


3 19 


CCL4 


45 




-1.92 


0.22 


A 


C2H402 


3 20 


CCL4 


14 




-2.45 


-0.23 


A 


C2H402 


321 


OI-I-PR. ETHER 


190 




-0.73 


-0.31 




C2H402 


3 22 


DI-I-PR. EThER 


221 




-0.77 


-0.31 


A 


C2H402 


323 


Dl-I-Pft. ETHER 


40 




-0.77 


-0.35 




C2H402 


324 


OI-I-PR. ETHER 


222 




-0.61 


-0. 17 




C2H402 


325 


HEXANE 


14 




-2. 84 






C2H402 


326 


2-BUTANONE 


190 




0.0.8 


0. 47 




C2H402 


327 


ME-I-BUT. KETONE 


195 




-0. 32 


-0.35 




C2H402 


328 


OLEYL ALCOHOL 


5 




-0.66 


-0. 09 




C2H4Q2 


329 


O-N ITROTQLUENE 


48 




-1.48 






C2H402 


330 


CYCLOHEXANOL 


223 


12 


-0.06 


-1. IB 




C2H402 


331 


S-PENTANOLS 


190 




0. 16 


-0.11 




C2H402 


332 


S-PENTANOLS 


195 




-0.03 


-0. 34 




C2H402 


333 


CS2 


14 




-2. 83 






C2H402 


334 


CS2 


165 




-2.62 






C2H4Q2 


335 


PARAFFINS 


197 


12 


-1.32 






C2H402 


336 


BROMOFORM 


47 




-1.58 






C2H402 


337 


OCTANOL 


5 




-1.11 


-1. 1 1 




C2H403 


338 


DIETHYL ETHER 


192 




-1.55 


-1.23 


A 


C2H403 


339 


OLEYL ALCOHOL 


5 




-1.70 


-1.13 




C2H403 


340 


OILS 


224 




1.57 


1.74 


6 


C2H58R1 


341 


OILS 


224 




1.38 


1.54 


B 


C2H5CL1 


342 


OCTANOL 


186 




2.00 


2.00 


" 


C2H5I1 


343 


DIETHYL ETHER 


3 


50 


2.45 


2.27 


A 


C2H5I 1 


344 


OCTANOL 


56 




-0.13 


-0. 13 


« 


C2HSN101 


345 


DIETHYL ETHER 


3 




-2.60 


-1.46 


8 


C2H5N101 


346' 


DIETHYL ETHER 


1 12 




-2.60 


-1 .46 


B 


C2H5N101 


347 


CHCL3 


112 




-2.00 


-1.26 


N 


C2H5N101 


348 


0 IIS 


2 




-3.08 


-1.58 


A 


C2HSN101 


349 


DIETHYL ETHER 


192 


12 


-2.08 


-1.71 


A 


C2HSN102 


3 50 


N-BUTANOL 


225 




-1.81 


-3. 03 




C2H5.N102. 


351 


SEC-BUTANOL 


84 


19 


-1.01 


-1 • 92 




C2H5N102 


352 


S-PENTANOLS 


195 




-1.82 


-2. 39 




C2H5N102 


353 


D I ETHYL ETHER 


3 




—0. 85 


-0. 63 


A 


CZH5NIU2 


3 54 


OILS 


2 




- 1 • 60 


-0. 26 


A 


C2H5N 102 


355 


OILS 


224 




— 1 .40 


-0. 04 


A 


CZH3N102 


356 


OILS 


214 




— 1. 40 


?o 


A 


nusui ,13 


357 


OCTANOL 


1 86 




0.18 


0.18 


" 


LcHSnlUl 


358 


DIETHYL ETHER 


112 




-0. 55 


0. 36 


B 




359 


CHCL3 


112 




-1. 14 


-0.46 


N 


C2H5N1S1 


360 


OCTANOL 


226 




-0.16 


-0.16 


■ 


C2H5N302 


361 


OCTANOL 


227 




-0.03 


-0.03 




C2H5N302 


362 


CCL4 


228 




-0.04 


-0.09 


B 


C2H6F103P1 


3£3 


DIETHYL ETHER 


3 




-2.92 


-1.75 


A 


C2H6N201 


364 


OILS 


2 




-3.36 


-1.B4 


A 


C2H6N201 


365 


DIETHYL ETHER 


3 




-3. 55 


-2.98 


A 


C2H6N202 


366 


DIETHYL ETHER 


198 




-1.64 


-1.31 


A 


C2H6N2S1 


367 


OCTANOL 


5 




-0.32 


-0. 32 


* 


C2H601 


368 


DIETHYL ETHER 


3 




-0.58 


-0. 39 


A 


C2H601 


369 


DIETHYL ETHER 


198 


12 


0.28 


0.37 


A 


C2H601 


370 


DIETHYL ETHER 


174 




-0.57 


-0.38 


A 


C2H601 


371 


CYCLOHEXANE 


82 




-2.37 






C2H601 


372 


CYCLOHEXANE 


229 




-1.96 






C2H601 


373 


CHCL3 


174 




-0.85 


-0.18 


N 


C2H601 


374 


OILS 


230 




-1.52 


-0.19 


A 


C2H601 


375 


OILS 


173 




-1.45 


-0.13 


A 


C2H601 


376 


OILS 


101 




-1.45 


-0.11 


A 


C2H601 


377 


OILS 


200 




-1.49 


-0.17 


A 


C2H601 


378 


OILS 


70 




-1.33 


0.00 


A 


C2H601 


379 


BENZENE 


82 




-1.58 


-0.18 


A 


C2H601 


380 


BENZENE 


231 




-1.49 


-0.09 




C2H601 


381 


BENZENE 


232 


12 


-0.01 


1.37 


A 


C2H601 


382 


CCL4 


233 


12 


-1.61 


0.47 


A 


C2H601 


383 


HEXANE 


82 




-2.26 






C2H601 


384 


OLEYL ALCOHOL 


82 




-1.00 


-0.43 




C2H601 


385 


CS2 


233 




-1.84 






C2H601 


386 


OCTANOL 


9 




-2.03 


-2.03 




C2H601S1 


387 


CCL4 


234 


12 


-1.51 






C2H601S1 


388 


OCTANOL 


9 




-1.93 


-1.93 




C2H602 


389 


01 ETHYL ETHER 


3 




-2.27 


-1.88 


A 


C2H602 


390 


OILS 


2 




-3.31 


-1.79 


A 


C2H602 


391 


OCTANOL 


235 




1.77 


1.77 




C2H6S2 


392 


DIETHYL ETHER 


3 




-1.22 


-0.23 


B 


C2H7N1 


393 


BENZENE 


205 




-0.82 


-0.02 




C2H7N1 


394 


I-BUTANOL 


184 




0.10 


-0.38 




C2H7N1 


395 


XYLENE 


46 




-0.68 


-0.10 


B 


C2H7N1 


396 


TOLUENE 


205 




-1.08 


-0.12 


B 


C2H7N1 


397 


TOLUENE 


68 




-1.28 


-0.27 


B 


C2H7N1 


398 


DIETHYL ETHER 


3 




-I. IB 


-0.19 


B 


C2H7N1 


399 


XYLENE 


46 




-0.66 


-0.08 


B 


C2H7N1 


400 


TOLUENE 


68 




-1.28 


-0.27 


B 


C2H7N1 



NAME 



ACETIC ACID 
ACETIC ACID 
ACETIC ACIO 
ACETIC ACID 
ACETIC ACID 
ACETIC ACID 
ACETIC ACID 
ACETIC ACID 
ACETIC ACID 
ACETIC ACID 
ACETIC ACIO 
ACETIC ACID 
ACETIC ACID 
ACETIC ACID 
ACETIC ACID 
ACETIC ACID 
ACETIC ACIO 
ACETIC ACID 
ACETIC ACID 
ACETIC ACID 
ACETIC ACID 
ACETIC ACID 
ACETIC ACID 
ACETIC ACID 
ACETIC ACIO 
ACETIC ACID 
ACETIC ACID 
ACETIC ACID 
ACETIC ACID 
ACETIC ACID 
ACETIC ACID 
ACETIC ACID 
ACETIC ACID 
ACETIC ACID 
ACETIC ACID 
ACETIC ACID 

HYDRDXYACETIC AC IO/GL YCOL IC ACID/ 

HYOROXYACETIC ACID/OLYCOLIC ACID/ 

HYDRDXYACETIC ACID /GLYCDL1C ACID/ 

ETHYL BROMIDE 

ETHYL CHLORIDE 

ETHYL IODIDE 

ETHYL IODIDE 

ACETALDOXIHE 

AC ET AMIDE 

AC ET AM IDE 

AC ET AM IDE 

AC ET AMIDE 

AMINOACETIC ACIO/GLYCINE/ 
AHINOACETJC ACID/GLYCINE/ 
AMINOACETIC ACID/GLYCINE/ 
AMINOACETIC ACID/GLYCINE/ 
O-METHYL CARBAMATE 
0- METHYL CARBAMATE 
O-METHYL CARBAMATE 

0- METHYL CARBAMATE 
NITROETHANE 
THIOACETAMIDE 
THIOACET AMIDE 

1- METHYL- l-N JTROSDUREA (239091 
I— METHYL- 1-N IT RO SO UREA (23909) 
DI METHYL FLUORO PHOSPHATE 
METHYL UREA 

METHYL UREA 

METHYLOLUREA 

METHYL THIOUREA 

ETHANOL 

ETHANOL 

ETHANOL 

ETHANOL 

ET HANOL 

ETHANOL 

ETHANOL 

ETHANOL 

ET HANOL 

ETHANOL 

ET HANOL 

ETHANOL 

ETHANOL 

ETHANOL 

ETHANOL 

ETHANOL 

ETHANOL 

ETHANOL 

ETHANOL 

DIHETHYLSULFOX IDE 

01 METHYL SULFOXIDE 

ETHANE-li 2-DIOL/ETHYLENE GLYCOL/ 

ETHANE-li 2-DIOL/ETHYLENE GLYCOL/ 

ET HANE-li 2-DIOL/ETHYLENE GLYCOL/ 

OIMETHYLOI SULF IDE 

DIMETHYL AMINE 

OIMETHYLAMINE 

DIMETHYLAMINE 

OIMETHYLAMINE 

DIMETHYLAMINE 

DIMETHYLAMINE 

ETHYLAM1NE 

ETHYL AMINE 

ETHYLAMINE 



Partition Coefficients and Their Uses 
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NO. 


SOLVENT 


REE 


FOOT 


L06P 


LOOP 




EMPIRICAL 








NOTE 


SOLV 


OCT 




FORMULA 


401 


OCTANOL 


5 




-1.31 


-1.31 


* 


C2H7N101 


402 


01 ETHYL ETHER 


3 


50 


-2. 89 


-1. 71 


8 


C2H7N101 


403 


PRIM. PENTANOLS 


236 


17 


-0.18 


-0.53 




C2H704P1 


404 


OCTANOL 


206 




1.96 


1.96 




C3H1BR3N2 


405 


OCTANOL 


206 




1. 18 


1.18 


* 


C3H1CL3N2 


406 


OCTANOL 


206 




2.78 


2.78 


■ 


C3H1I3N2 


407 


DIETHYL ETHER 


237 




0.04 


0.15 


A 


C3H2N2 


408 


CHCL3 


237 




-0.53 


0. 11 


N 


C3H2N2 


409 


DIETHYL ETHER 


112 




0.40 


0.46 


A 


C3H202 


410 


CHCL3 


112 




-1.85 


-0.46 


A 


C3H202 


411 


OCTANOL 


9 




1.23 


1.23 


■ 


C3H3F501 


412 


OCTANOL 


5 




-0.92 


-0.92 




C3H3N1 


413 


OCTANOL 


56 




0.08 


0.08 


■ 


C3H3N101 


414 


DIETHYL ETHER 


207 




-0.52 


-0.33 


A 


C3H3N102 


415 


DIETHYL ETHER 


112 




-0.43 


-0.26 


A 


C3H3N102 


416 


DIETHYL ETHER 


66 




-0.44 


-0.26 


A 


C3H3N102 


4 17 


CHCL3 


112 




-2.17 


-0. 75 


A 


C3H3N102 


416 


BENZENE 


66 


12 


-0.76 


0. 63 


A 


C3H3N102 


419 


OCTANOL 


218 




0.44 


0.44 


* 


C3H3N1S1 


420 


OCTANOL 


218 




0.22 


0.22 




C3H3N30Z 


421 


DIETHYL ETHER 


207 




0.68 


0.72 


A 


C3H48R202 


422 


DIETHYL ETHER 


46 


12 


1.79 


1.69 


A 


C3H4BR202 


423 


CHCL3 


46 




-0.42 


0. 84 


A 


C3H4BR202 


4 24 


XYLENE 


46 




-0.60 


1.13 


A 


C3H48R202 


425 


OILS 


173 




-0.2B 


0.21 


B 


C3H4CL201 


426 


OCTANOL 


238 




0. 13 


0. 13 


■ 


C3H4N2 


42? 


OCTANOL 


56 




-1.69 


-1.69 


* 


C3H4N202 


428 


01 ETHYL ETHER 


192 




0.36 


0.43 


A 


C3H402 


4 29 


ME-l-BUT. KETONE 


195 




0.40 


0.31 




C3H402 


430 


DIETHYL ETHER 


112 




-0.62 


-0.43 


A 


C3H403 


431 


DIETHYL ETHER 


46 




-0.41 


-0.24 


A 


C3H403 


432 


CHCL3 


112 




-2.18 


-0.75 


A 


C3H403 


433 


CHCL3 


46 




-1.02 


0.29 


A 


C3H403 


434 


XYLENE 


46 




-1.52 


0.13 


A 


C3H403 


435 


OLEYL ALCOHOL 


5 




-0.92 


-0.35 




C3H403 


4 36 


DIETHYL ETHER 


212 




-0.99 


-0.75 


A 


C3H404 


437 


DIETHYL ETHER 


207 




-1.08 


-0.81 


A 


C3H404 


438 


OIETHYL ETHER 


194 




-0.91 


-0.68 


A 


C3H404 


439 


DIETHYL ETHER 


46 




-0.34 


-0.18 


A 


C3H404 


440 


OIETHYL ETHER 


64 




-0.89 


-0.66 


A 


C3H404 


441 


N-BUTANOL 


194 




-0.28 


-0.91 




C3H404 


442 


t-BUTANOL 


48 




-O.U 


-0.66 




C3H404 


443 


PRIM. PENTANOLS 


48 




-0.22 


-0.58 




C3H404 


444 


ETHYL ACETATE 


194 




-0.65 


-0.75 




C3H404 


445 


HEXANOL 


74 




-0.51 






C3H404 


446 


ME-l-BUT. KETONE 


195 




-0. 73 


-0.68 




C3H404 


447 


OLEYL ALCOHOL 


5 




-1.28 


-0.70 




C3H404 


448 


S-PENTANOLS 


195 




-0.43 


-0.80 




C3H404 


449 


N-BUTANOL 


181 


10 


-0.40 






C3H407P1 


450 


PRIH. PENTANOLS 


181 


10 


O.U 






C3H407P1 


451 


HEXANOL 


181 


18 


-0.52 






C3H407P1 


452 


OCTANOL 


5 




0.92 


0.92 


■ 


C3H5BR102 


453 


OIETHYL ETHER 


3 




1.18 


1.15 


A 


C3H5BR102 


4 54 


DIETHYL ETHER 


207 




1.04 


1.03 


A 


C3H5BR102 


455 


DIETHYL ETHER 


46 




1.50 


1.44 


A 


C3H58R10Z 


4 56 


CHCL3 


29 




-0.44 


0. 82 


A 


C3H5BR102 


4 57 


OILS 


209 




-0. 18 


1.08 


A 


C3H5BR102 


458 


BENZENE 


29 




-0.62 


0.76 


A 


C3H5BR102 


459 


XYLENE 


46 




-1.01 


0.69 


A 


C3H58R102 


460 


TOLUENE 


29 




-0.80 


0.86 


A 


C3H5BR102 


461 


CHCL3 


29 




-0.61 


0. 65 


A 


C3H5BR102 


462 


OILS 


209 




-0.34 


0.91 


A 


C3H5BR102 


463 


BENZENE 


29 




-0. 85 


0. 54 


A 


C3H5BR102 


464 


TOLUENE 


29 




-0.97 


0.71 


A 


C3H5BRL02 


465 


OILS 


239 




2. 16 


2. 14 


B 


C3H5CL1N206 


466 


OILS 


173 




0.03 


0.28 


B 


C3H5CL101 


467 


DIETHYL ETHER 


207 




0.95 


0.96 


A 


C3H5CL102 


468 


DIETHYL ETHER 


207 




0.62 


0.66 


A 


C3H5CL102 


469 


CHCL 3 


29 




-0.86 


0.44 


A 


C3H5CL102 


4 70 


OILS 


209 




-0.53 


0.76 


A 


C3H5CL102 


471 


BENZENE 


29 




-1.06 


0.33 


A 


C3H5CL102 


472 


.TOLUENE 


29 




-1.23 


0.49 


A 


C3H5CL102 


473 


CHCL 3 


29 




-0.40 


0.85 


A 


C3H51102 


474 


CHCL3 


46 




-0.32 


0.93 


A 


C3H5I 102 


475 


BENZENE 


29 




-0.52 


0. 86 


A 


C3H5I102 


4 76 


XYLENE 


46 




-0.82 


0.89 


A 


C3H5U02 


477 


TOLUENE 


29 




-0.68 


0.95 


A 


C3H5U02 


478 


DIETHYL ETHER 


46 




1.15 


1.13 


A 


C3H5U02 


479 


OCTANOL 


186 




0.16 


0.16 


« 


C3H5N1 


480 


OCTANOL 


5 




0.04 


0.04 


■ 


C3H5NI 


481 


OILS 


239 




2.04 


2.05 


B 


C3H5N309 


482 


OILS 


240 




2.06 


2.35 


B 


C3H5N309 


483 


OCTANOL 


227 




0.57 


0.57 


■ 


C3H6CL1N302 


484 


DIETHYL ETHER 


2 




-0.34 


-0.18 


A 


C3H6N2 


4£5 


OILS 


2 




-1.14 


-0.50 


B 


C3H6N2 


486 


DIETHYL ETHER 


3 


12 


-3.52 


-2. 87 


A 


C3H6NZ0Z 


487 


I-EUTANOL 


4 




-1.06 


-1.99 




C3H6N202 


488 


OCTANOL 


238 




-0.66 


-0.66 




C3H6N2S1 


4 89 


PARAFFINS 


241 




-1.79 






C3H6N2S1 


490 


OCTANOL 


5 




-0.24 


-0.24 




C3H601 


491 


OIETHYL ETHER 


3 


50 


-0.21 


-0.06 


A 


C3H601 


492 


CYCLOHEXANE 


242 




-0.96 






C3H601 


493 


CHCL3 


243 


12 


0.72 


0.39 


B 


C3H601 


494 


OILS 


230 




-0.70 


-0.14 


B 


C3H601 


495 


OILS 


173 




-1. 10 


-0.47 


B 


C3H601 


496 


OILS 


70 




-0.64 


-0.09 


3 


C3H601 


497 


BENZENE 


51 


12 


-0.04 


0.52 


B 


C3H601 


498 


BENZENE 


182 


12 


-0.O3 


0.51 


B 


C3H601 


499 


BENZENE 


244 


12 


-0.04 


0.52 


S 


C3H601 


500 


BENZENE 


42 


12 


0.00 


0.55 


B 


C3H601 



NAME 



ETHANOLAHINE 
ETHANOLAMINE 
PHDSPHATEi MONO ETHYL 
IMIDAZOLE, 2, 4, 5-TRIBROMO 
IMIDAZOLE. 2, 4, 5-TRICHLORO 
IM IDAZOLEf 2. 4, 5-TR I IODO 
MALONONITRILE 
MALONONITRILE 

ACETYLENE CARBOXY.LIC ACID/PR0P10LIC ACID/ 

ACETYLENE CARBOXYLIC ACID/PROPIOLIC ACID/} 

PROPANOL. 2,2,3,3,3-PENTAFLUORO 

ACRYLONITRILE 

ISOXAZOLE 

CYANOACETIC ACID 

CYANDACETIC ACID 

CYANOACETIC ACID 

CYANOACETIC ACIO 

CYANOACETIC ACIO 

TH1AZ0LE 

AZAURACIL 

A, B-DIBROMDPROPIONIC ACID 
A, B-DIBRDMDPROPIONIC ACID 
A, B-DIBROMOPROPIONIC ACIO 
A, B-DIBROMDPROPIONIC ACID 
1,3-PICHL0R0AC ETONE 
PYRAZOLE 
HYDANTOIN 
ACRYLIC ACIO 
ACRYLIC ACID 

A-KETOPROPIONIC ACID/PYRUVIC ACID/ 
A-KETOPROPI0N1C ACID/PYRUVIC ACID/ 
A-KET0PROP10NIC ACID/PYRUVIC AC ID/ 
A-KETOPROPIDNIC ACID/PYRUVIC ACID/ 
A-KET.OPROPIONIC ACID/PYRUVIC ACIO/ 
A-KETOPROPIONIC ACID/PYRUVIC ACID/ 
MALONIC ACID 
MALONIC ACID 
MALONIC ACID 
MALONIC ACID 
MALONIC ACID 
HALONIC ACID 
MALONIC ACID 
MALONIC ACID 
MALONIC ACID 
MALONIC ACID 
MALONIC ACID 
MALONIC ACID 
MALONIC ACID 
PHOSPHOGLYCERATE ANION 
PHDSPHOGLYCERATE ANION 
PHOSPHOGLYCERATE ANION 
A-BROMOPROPIONIC ACID 
A-BROMOPRDPIONIC ACID 
A-BRDMOPROPIDNIC ACID 
A-8R0M0PR0PIDNIC ACID 
A-BROMOPROPIONIC ACID 
A-BROHDPROPIONIC ACID 
A-BROMOPROPIONIC ACID 
A-BROMOPROPIONIC ACID 
A-BROMOPROPIONIC ACID 
B-BROMOPROPIONIC ACID 
B-BROMOPROPIONIC ACID 
B-BROMOPROPIONIC ACID 
B-BROMOPROPIONIC ACID 
2,3-PROPANEDIOL DINITRATE, l-CHLORO 
CHLORO AC ETONE 
A-CHLOROPROPIONIC ACIO 
B-CHL0R0PR0PI0N1C ACIO 
B-CHLOROPROP IONIC ACID 
B-CHLOROPROPIONIC ACID 
B-CHLOROPROPIONIC ACID 
B-CHLOROPROP ION IC ACIO 
B-IODOPROPIONIC ACID 
B-IODOPRDPIONIC ACID 
B-IODOPROPIONIC ACIO 
B-IODOPROPIONIC ACID 
B-IODOPROPIONIC ACID 
B-IODOPROPIONIC ACIDD 
PROPIONITRILE 
PROPIONITRILE 
GLYCERYL TRINITRATE 
GLYCERYL TRINITRATE 

1-I2-CHL0R0ETHYL )- 1-N I TRDSOUREA (NCS 47547) 

DIMETHYL CYANAM1DE 

DIMETHYL CYAN AMI DE 

MALONDIAMIDE 

MALDN01AMIDE 

IMIDAZOLIDONEt 2-THI0/ETHYLENETHI0UREA/ 

IM IDAZOL I DONE t 2-TH IO/ETHYL ENETHI OUREA/ 

ACETONE 

AC ETONE 

ACETONE 

ACETONE 

ACETONE 

ACETONE 

ACETONE 

ACETONE 

ACETONE 

ACETONE 

ACETONE 
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NC. 


SOLVENT 


REF 


FOOT 


LOGP 


LOUP 




EMPIRICAL 








NOTE 


SOLV 


OCT 




FORMULA 


501 


TOLUENE 


188 


12 


-0.31 


0.43 


B 


C3H601 


502 


CCL4 


51 


12 


-0.37 






C3H601 


50 3 


CCL4 


243 




-0.35 


-0.25 


B 


C3H601 


504 


CCL 4 


37 




-0.34 


-0.36 


6 


C3H601 


505 


HEXANE 


242 




-0.92 






C3H601 


506 


CS2 


242 




-0.52 






C3H601 


5C7 


CL3CCHCL2 


243 




0.22 






C3H601 


5C8 


CL2CHCHCL2 


243 




0.63 






C3H601 


509 


CL20CCL2 


243 




-0.55 






C3H601 


510 


CL20CHCL 


243 




0.05 






C3H601 


511 


OCTANOL 


56 




0.17 


0.17 




C3H601 


512 


DIETHYL ETHER 


174 




-0.12 


0.02 


A 


C3H601 


513 


CHCL3 


174 




-0.51 


0. 13 


N 


C3H601 


5 14 


DIETHYL ETHER 


3 




0. 30 


0.38 


A 


C3H601 


5 15 


OCTANOL 


5 




0.18 


0. 18 


■ 


C3H602 


516 


DIETHYL ETHER 


3 


50 


0.43 


0.49 


A 


C3H602 


5 17 


OILS 


2 




-0.37 


0.20 


B 


C3H602 


518 


BENZENE 


245 


12 


0.47 


0. 87 


B 


C3H602 


5 19 


CCL4 


245 




0.41 


0.32 


B 


C3H602 


520 


CS2 


245 




0.26 






C3H6Q2 


521 


OCTANOL 


218 




0.33 


0.33 


■ 


C3H602 


522 


OCTANOL 


5 




0.25 


0.25 


■ 


C3H602 


523 


DIETHYL ETHER 


190 




0.13 


0.23 


A. 


C3H602 


524 


DIETHYL ETHER 


207 




0.20 


0.29 


A 


C3H602 


525 


DIETHYL ETHER 


112 




0.23 


0.31 


A 


C3H602 


526 


DIETHYL ETHER 


46 




0.18 


0.27 


A 


C3H602 


527 


DIETHYL ETHER 


49 




0.2 3 


0.33 


A 


C3H602 


528 


DIETHYL ETHER 


36 




0.27 


0.35 


A 


C3H602 


529 


CHCL3 


51 




-0.78 


0.52 


A 


C3H602 


530 


CHCL3 


14 




-0.79 


0.51 


A 


C3H602 


531 


CHCL3 


48 




-0.79 


0.50 


A 


C3H602 


532 


CHCL3 


112 




-0.85 


0.45 


A 


C3H602 


533 


CHCL3 


29 




-0.80 


0.49 


A 


C3H602 


5 34 


OILS 


209 




-0.80 


0.51 


A 


C3H602 


535 


OILS 


193 




-0.85 


0.42 


A 


C3H602 


536 


BENZENE 


51 




-1.20 


0.25 


A 


C3H602 


537 


BENZENE 


44 




-1.16 


0.24 


A 


C3H602 


538 


BENZENE 


14 




-1.37 


0.03 


A 


C3H602 


539 


BENZENE 


29 




-1.22 


0.18 


A 


C3H602 


540 


N-BUTANOL 


190 




0.51 


0.19 




C3H602 


541 


I-BUTANOL 


184 




0.51 


0.22 




C3H602 


542 


I-BUTANOL 


48 




0.43 


0.10 




C3H602 


543 


SEC-BUTANOL 


190 




0.39 


0.44 




C3H602 


544 


XYLENE 


48 




-1.32 






C3H602 


545 


XYLENE 


46 




-1.24 


0.44 


A 


C3H602 


546 


TOLUENE 


51 




-1.34 


0.39 


A 


C3H602 


547 


TOLUENE 


29 




-1.33 


0.40 


A 


C3H602 


548 


NITROBENZENE 


14 




-0.80 


0.21 




C3H602 


549 


NITROBENZENE 


48 




-0.75 


0.28 




C3H602 


550 


PRIM. PENTANOLS 


190 




0.54 


0.30 




C3H602 


551 


PRIM. PENTANOLS 


48 




0.37 


0.16 




C3H602 


552 


ETHYL ACETATE 


194 




0.35 


0.32 




C3M602 


553 


CCL4 


14 




-1.79 


0.33 


A 


C3H602 


554 


CCL4 


49 




-1.62 


0.46 


A 


C3H602 


555 


OI-I-PR. ETHER 


190 




-0.09 


0.44 




C3H602 


556 


OI-I-PR. ETHER 


221 




-0.09 


0.41 




C3H602 


557 


OI-I-PR. ETHER 


222 




-0.01 


0.47 




C3H602 


558 


2-BUTANONE 


190 




0.40 


0.14 




C3H602 


559 


ME-I-BUT. KETONE 


195 




0.21 


0. 14 




C3H602 


560 


OLEYL ALCOHOL 


5 




-0.09 


0.46 




C3H602 


561 


ETHYL BROMIDE 


48 




-0. 70 






C3H602 


562 


0-N I TRO TOLUENE 


48 




-0.86 






C3H602 


563 


DECALIN 


48 




-1.44 






C3H602 


564 


S-PENTANOLS 


190 




0.58 


0.36 




C3H602 


565 


S-PENTANOLS 


195 




0.49 


0.25 




C3H602 


566 


PARAFFINS 


14 




-2.15 






C3H602 


567 


PARAFFINS 


197 


12 


-1.28 






C3H602 


56S 


DECALIN 


246 




-1.56 






C3H602 


569 


OCTANOL 


5 




-0.62 


-0.62 


■ 


C3H603 


570 


DIETHYL ETHER 


51 




-1.09 


-0.84 


A 


C3H603 


571 


DIETHYL ETHER 


247 




-0.99 


-0.74 


A 


C3H603 


572 


DIETHYL ETHER 


112 




-0.96 


-0.73 


A 


C3H603 


573 


DIETHYL ETKER 


46 




-0.64 


-0.44 


A 


C3H603 


574 


DIETHYL ETHER 


49 




-1.09 


-0.84 


A 


C3H603 


575 


DIETHYL ETHER 


213 




-1.07 


-0.82 


A 


C3H603 


576 


CHCL3 


112 




-2.23 


-0.81 


A 


C3H603 


577 


CHCL3 


46 




-1.81 


-0.43 


A 


C3H603 


578 


I-BUTANOL 


184 




-0.10 


-0.65 




C3H603 


579 


PRIM. PENTANOLS 


247 




-0.32 


-0.81 




C3H603 


580 


PRIM. PENTANOLS 


48 




-0.40 


-0.81 




C3H603 


581 


ME- I— BUT .KETONE 


195 




-0.80 


-0.74 




C3H603 


582 


OLEYL ALCOHOL 


5 




-1.21 


-0.64 




C3H603 


583 


S-PENTANOLS 


195 




-0.31 


-0.66 




C3H603 


584 


DIETHYL ETHER 


207 




-0.76 


-0.55 


A 


C3H603 


5£5 


DIETHYL ETHER 


112 




-0.62 


-0.43 


A 


C3H603 


586 


CHCL3 


112 


12 


-1.30 


0. 04 


A 


C3H603 


587 


ME-I-BUT. KETONE 


195 




-0.57 


-0.58 




C3H603 


588 


S-PENTANOLS 


195 




-0.30 


-0.65 




C3H603 


589 


DIETHYL ETHER 


3 




-2.05 


-1.68 


A 


C3H604 


590 


OCTANOL 


186 




2.10 


2.10 




C3H7BR1 


591 


DIETHYL ETHER 


2 




-1.10 


-0.85 


A 


C3H7CL102 


592 


OILS 


. 2 




-1.92 


-0.55 


A 


C3H7CL102 


593 


DIETHYL ETHER 


3 




-1.10 


-0.85 


A 


C3H7CL102 


594 


DIETHYL ETHER 


2 




-1.62 


-0.59 


B 


C3H7N101 


595 


OILS 


2 




-2.31 


-0.87 


A 


C3HTN101 


596 


OCTANOL 


235 




-1.05 


-1.05 


■ 


C3H7N101 


597 


DIETHYL ETHER 


3 




-1.89 


-0.81 


B 


C3H7N101 


598 


CHCL3 


248 




-1.40 


-0.70 


N 


C3H7N101 


599 


OILS 


2 




-2.44 


-0.99 


A 


C3H7N101 


600 ' 


DIETHYL ETHER 


3 


50 


-1.14 


-0.88 


A 


C3H7N102 



ACETONE 
ACETONE 
AC ETONE 
ACETONE 
ACETONE 
AC ETON E 
ACETONE 
ACETONE 
AC ETONE 
ACETONE 
ALLYL ALCOHOL 
ALLYL ALCOHOL 
ALLYL ALCOHOL 
PROP ION ALDEHYDE 
ACETIC ACID, METHYL ESTER 
ACETIC ACID, METHYL ESTER 
ACETIC ACID, METHYL ESTER 
ACETIC ACID, METHYL ESTER 
ACETIC ACID, METHYL ESTER 
ACETIC ACID, METHYL ESTER 
PROPIONIC ACID 
PROPIONIC ACIO 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACIO 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACIO 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACIO 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC AC ID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 
PROPIONIC ACID 

A-HYDR0XYPROPIDN1C ACID/LACTIC ACID/ 
A-HYDROXYPROPIDNIC ACID/LACTIC ACID/ 
A-HYDR0XYPR0PI0N1C ACID /LACTIC ACJD/ 
A-HYDROXYPROPIONIC ACID/LACTIC ACID/ 
A-HYDROXYPROPIONIC ACIO/LACTIC ACID/ 
A-HYDROXYPROPIONIC ACIO/LACTIC ACIO/ 
A-HYDROXYPROPIONIC ACID/LACTIC ACID/ 
A-HYDROXYPROPIONIC ACID/LACTIC ACIO/ 
A-HYDROXYPROPIONIC ACID/LACTIC ACID/ 
A-HYDROXYPROPIONIC ACID/LACTIC ACID/ 
A-HYDROXYPROPIONIC ACID/LACTIC ACID/ 
A-HYDROXYPROPIDNIC ACID /LACTIC AC ID/ 
A-HYDROXYPROPIONIC ACID/LACTIC ACID/ 
A-HYDROXYPROPIONIC ACID /LACTIC ACID/ 
A-HYDROXYPROPIONIC ACID/LACTIC ACID/ 
METHOXYACETIC ACID 
METHOXYACETIC ACID 
METHOXYACETIC ACID 
METHOXYACETIC ACIO 
METHOXYACETIC ACIO 

A, B— 01 HYDRQXYPROP ION I C ACID/GLYCERIC ACID/ 

1-BROHOPROPANE 

GLYCEROL MONOCHLOROHYDRIN 

GLYCEROL MONOCHLOROHYDRIN 

GL YC ER OL-A-MONOC HLOROH YDR I N 

01 METHYLFQRMAHIOE 

01 METHYL FORM AM IDE 

N-METHYL ACETAM IDE 

PROP I ON AN IDE 

PR OPION AMIDE 

PROPIONAMIOE 

ANZNOACETIC ACID, METHYL ESTER 
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NO. 


cm ucut 


& FF 


FOOT 


LOGP 


LOGP 




EMPIRIC AL 




NOTE 


S0LV 


OCT 




FORMULA 


601 


rn* T AMfll 
IJU 1 AKUL 


56 




-2» 94 


— 2« 94 


m 


C3H7NL02 


602 


ni CTUVI CTUCD 




12 


— 5. 05 


—5. 00 


A. 


C3H7N102 




AIIT AM HI 


225 




-1*60 


-2* 74 




C3H7N102 


An* 


C F f — RUT AMHI 
lev oui ■nut 


84 


19 


•0*94 


-1* 82 




C3H7N102 


605 




218 




-0* 15 


-0. 15 




C3H7N102 


606 


DIETHYL ETHER 


3 




-0. 19 


-0*04 


A 


C3H7N102 


6C 7 


OILS 


2 




-l«12 


0.22 


A 


C3K7N102 


6C8 


OILS 


1 73 




-0.92 


0,38 


A 


C3H7N102 


609 


01 LS 


82 




-1. 52 


-0.15 


A 


C3H7N1Q2 


t }? 


OILS 


214 




-0,85 


0.44 


A 


C3H7NX02 


oil 


OILS 


249 




—i.oo 


0. 30 


A 


C3H7N102 


6 12 


m CTUVI FT UFO 


3 




-2. 74 


-2, 28 


A 


C3H7N102 


613 


UL 1 ANUL 


186 




0*65 


0. 65 




C3H7NIQ2 


6 14 


t, T LUUnC A An C 






0*53 






C3H7N102 


615 


CHCL3 


250 






2* 41 






6 16 


mi iiCmc 
TULUfcNt 


250 




1*40 


1 « 67 


g 


C3H7N102 


6 17 


CCL4 


250 




0*99 






C3H7N102 






250 




0*45 






C3H7N1Q2 


6 19 


C52 


250 




0* 85 






C3H7N102 


620 


OILS 


240 




0*45 


1*46 


A 


C3H7N105 


621 


nr T 4Kini 

U L- 1 AnUL 


181 


10 


0*28 


0. 28 




C3H706P 1 


622 


Ki — rut fcwni 

N ev t ANUL 


181 


10 


-0*70 






C3H706P1 


623 


DDTU PFNTANDI S 


181 


10 


0*04 






C3H7Q6P1 


624 




181 


18 


-0* 04 






C3H706P1 


6 25 




161 


10 


0* 43 


0. 43 




C3H706P 1 






181 


10 


-0. 70 






C3H706PI 


627 


PRIM- PENTANOLS 


181 


10 


0.21 






C3H7Q6P1 


628 




181 


IS 


0. 18 






C3H706P1 


6 29 


DD1M P PUT AMfll S 


181 


10 


-0.22 






C3H8N106P1 


630 


OILS 


2 




-2*64 


-1* 17 


A 


C3H8N201 


631 


fit FTHVI FTl-FR 


3 




-2. 51 


-2.07 


A 


C3H8N201 




ftT FTHVI FTHFH 


3 




-2*54 


-2. 10 


A 


C3HBN201 


iff 


n T FTHVI FTI- FH 


3 




-2.39 


-1.97 


A 


C3H8N201 


6 34 








-2*77 


-1*29 


A 


C3H8N201 


635 


nr CTUVI CTUCD 

01 t I nTL t I ptK 


198 




• 1 • 35 


-1 . 06 




C3H8N2S1 


6 36 


0CTANQL 


186 




0*34 


0. 34 


* 


C3H801 


637 


01 ETHYL ETHER 


3 




0*28 


0.36 


A 


C3H801 


6 38 


01 ETHYL ETHER 


174 




-0* 03 


0. 10 


A 


C3H801 


639 


CYCL0HEXANE 


82 




-1*49 






C3H801 


6 40 


CHCL3 


174 




-0* 21 


0.41 


N 


C3H601 


641 


OILS 


1 73 




-C. 85 


0. 42 


A 


C3H SO 1 


642 


OILS 


101 




"0* 81 




* 


C3H801 


643 


OILS 


200 




—0* 89 


0*38 




C3H801 


644 


OILS 


201 






0.45 


A 


C3H801 


645 


QCIIT C kl C 


? 




— 0- B7 


0.48 


A 


C3H801 


646 


□ CUT CUI C 


231 




—0. 65 


0. 74 




C3H801 


647 


HEX AN E 


82 




—1.46 






C3H801 


648 


■ ni evi ai mum 


82 




—0,45 


0.12 




C3H80I 


649 


ulCI nTL E 1 rfcK 


2 




— 0. 1 9 


—0. 04 




C3H801 


6 50 


nrcTuvi ctlcb 
D 1 1 1 nTL c rr CR 


1 74 




-0.33 






C3H801 


651 


CHCL3 


1 74 




-0.35 


0* 28 


Nj 


C3H801 


652 


OILS 


2 




-1. 32 


0. 00 


A 


C3H801 


653 


OILS 


201 




-1*05 


0,24 


A 


C3H801 


6 54 


OCTANOL ■ 


5 




0, 00 


0. 00 




C3H602 


655 


DI ETHYL ETHER 


3 




-0. 82 


-0.60 


A 


C3H802 


656 


OILS 


2 




-2, 25 


-0. 82 


A 


C3H802 


6 57 


nt CTUVI CTUCD 


3 




— I • 74 


— 1*41 




C3H802 


6 58 




2 




—2 , 77 


— 1 . 30 


A_ 


C3H802 


6 59 


ni CTMVI FTUFJJ 
UJ ClnrL ClrCn 


3 




_2. 00 


— 1 • 64 


A, 


C3H802 


660 


ft T CTUVI CTUCD 

1)1 1 1 HTL 1 1 rtK 


3 




—3* 1 8 








* * i 


n T FTHVI CTUCD 

uj c i niL c i rcK 


198 






—2. 47 




C3H803 


662 


OILS 


2 




—4* 1 5 


—2. 56 




C3H803 


663 


nr T AKini 
Uif 1 ANUL 


218 




~0*03 


—0. 03 




C3H9N1 


664 


n r ft hvi ft^fh 

UJCI nlL C 1 rcri 


3 




_0, 54 


0. 37 


g 


C3H9N1 




XYL ENE 


46 




-0*36 


0.21 


g 


C3H9N1 


666 


I LI L> w C 


68 




-0. 65 


0. 15 


g 


C3H9N1 


667 


OCTANOL 


251 




0.27 


0.27 




C3H9N1 


666 


D I ETHYL ETHER 


3 




-0. 34 


0. 54 




C3H9N1 




HtFTHVI FTkFH 
UJCInlL ClnCrv 


251 




-0* 26 


0.61 


Q 


C3H9N1 


67Q 


DT FTHVI FTHFR 


L88 




-0.38 


0 • 52 


g 


C3H9NI 


671 


CYCLOHEXANE 


251 




-0*44 






C3H9N1 


672 


CHCL 3 


2 51 




0* 54 


0,23 


g 


C3H9N1 


673 


CHCL3 


46 




0.59 


0,27 


g 


C3H9N1 


674 


a CM 7 CMC 


205 




_ o, 33 


0.31 


g 


C3H9N1 


675 


a cu*7Ciitc 
BtNi tNt 


251 




"J?" ^j? 


0. 35 


8 


C3H9N L 


676 


T DIITturtl 

I -BU T ANUL 


1*84 




0*49 


0*18 




C3H9N1 


677 


XYLENE 


205 




—0.44 


1. 45 


B 


C3H9N1 


678 


TOLUENE 


205 




-0* 36 


0*40 


8 


C3HVN1 


679 


TOLUENE 


68 




■»0» 36 


0.40 


8 


C3H9NI 


680 


TOLUENE 


188 




-0. 34 


0.42 


8 


C3H9N1 


681 


CCL4 


251 




-0.09 


0.66 


N 


C3H9NI 


682 


01-I-PR. ETHER 


251 




-0.36 


o.ia 




C3H9N1 


683 


0CTANQL 


5 




-0.96 


-0.96 


■ 


C3H9N101 


684 


DIETHYL ETHER 


3 


50 


-2.37 


-1.22 


B 


C3H9N1Q1 


665 


PRIH. PENTAN0LS 


236 


17 


-0.06 


-0.38 




C3H904P1 


686 


0CTAN0L 


56 




-0.52 


-0.52 




C3H904P1 


687 


0 I ETHYL ETHER 


3 




-2.94 


-1.77 


& 


C3H10N2 


688 


I-BUTANOL 


4 




-0.92 


-1. 80 




C3H10N2QI 


689 


DIETHYL ETHER 


3 




-3.70 


-2.44 


B 


C3H10N203 


690 


OCTANOL 


226 




-0.95 


-0.95 




C4H3F1N202 


691 


0CTAN0L 


9 




1.81 


1.81 




C4H3F701 


692 


N-BUTANOL 


252 


36 


0.04 


-0.46 




C4H3N502 


693 


DIETHYL ETHER 


2L2 




1.73 


1.63 


A 


C4H4BR2D4 


694 


OCTANOL 


238 




-0.40 


-0.40 




C4H4N2 


695 


CHCL 3 


188 




-0.23 


0.35 


N 


C4H4N2 


696 


OCTANOL 


235 


70 


-0.28 


-0-28 




C4H4N20IS1 


6S7 


N-8UTAN0L 


253 


36 


-0.40 


-1.07 




C4H4N202 


698 


OCTANOL 


218 




-1-47 


-1-47 




C4H4N203 


699 


DIETHYL ETHER 


192 




-1.63 


-1.32 


A 


C4H4N203 


700 


CHCL 3 


2 54 




-2.10 


-1.32 


N 


C4H4N203 



NAHE 



A-AHINOPR0PION1C ACID/ALANINE/ 
A-AMIN0PR0PI0NIC ACID/ ALAN INEZ 
A-AHIN0PR0P IONIC ACID /ALANINE/ 
A-AHIN0PR0PI0NIC ACID /ALANINE/ 
0- ETHYL CAR8AN AT E/URE THANE/ 
0— ETHYL CAR8AMATE/URE THANE/ 
O— ETHYL CARSAMATE/URETHANE/ 
0-ETHYL CARflAMAT E/URE THANE/ 
0-ETHYL CARBAHATE/URETHANE/ 
0— ETHYL CARBAHATE/URETHANE/ 

0- ETHYL CARBAHATE/URETHANE/ 
A-HY0R0XYPROPI0N AH IDE/LAC TAHI0E/ 

1- NITR0PRDPANE 
1-NITROPROPANE 
1-NITR0PR0PANE 
1-NITROPROPANE 
1-NITR0PR0PANE 
1-NITROPROPANE 
1-NITROPROPANE 
GLYCERYL H0N0NITRATE 

B- GLYCEROPHOSPHATE ANION 

B- GLYCEROPHOSPHATE ANION 

B- GLYCEROPHOSPHATE ANION 

B-GLYCERDPHOSPHATE ANION 

L-A-GLYCER0PH0SPHATE ANION 

L-A-GLYCER0PHOSPHATE ANION 

L-A-GLYCEROPHOSPHATE ANION 

L-A-GLYCER0PH0SPHATE ANION 

SERINE PHOSPHATE 

N»N-DI METHYL UREA 

DIHETHYLUREA.SYH. 

DIHETHYLUREA.UNSYH 

ETHYLUREA 

ET HYLUREA 

ETHYLTHIOUREA 

PR0PAN0L 

PR0PANOL 

PRDPAN0L 

PR0PAN0L 

PR0PANOL 

PRDPAN0L 

PROPANOL 

PRDPAN0L 

PROPANOL 

PROPANOL 

PROPANOL 

PROPANOL 

PROPANOL 

I -PROPANOL 

I-PR0PAN0L 

I-PR0PANOL 

I -PROPANOL 

1- PR0PAN0L 

01 HETH0JCYH ETHANE 

HETH0XYETHAN0L 

HETH0XYETHAN0L 

1,2-PROPANEDIOL 

1,2-PROPANEDIOL 

TRIMETHYLENE GLYCOL 

GLYCEROL 

GLYCEROL 

GLYCEROL 

IS0PROPYLAHINE 

PROPYLAMINE 

PROPYLAMINE 

PROPYLAMINE 

TRIMETHYL AMINE 

TRIMETHYL AMINE 

TRIMETHYL AMINE 

TRIMETHYLAMINE 

TR IMETHYLAM INE 

TRIHETHYLAMINE 

TRIMETHYLAMINE 

TRIMETHYLAMINE 

TRIMETHYLAMINE 

TRIMETHYLAMINE 

TRIMETHYLAMINE 

TRIMETHYLAMINE 

TRIMETHYLAMINE 

TRIMETHYLAMINE 

TR IMETHYLAH INE 

TRIMETHYLAMINE 

2- PROPANOL! 1-AMIN0 
2-PR0PAN0L, 1-AHIN0 
PHOSPHATE, H0N0-N-PROPYL 
PHOSPHORIC ACID, TRIMETHYL ESTER 

1.2- PROPYLENEDIAMINE 

1. 3- DIAMIN0PR0PAN0L-2 
1,3-01 AM INO-PROPANOL-2 
5-FLU0RDURACIL (19893) 
BUTANOL.2,2, 3.3, <,,4,4-HEPTAFLUOR0 
AZAXANTHINE 

1, 2-DIBR0H0SUCCINIC ACID 

PYRIHIOINE 

SUCCINODINITRILE 

2-THI0URACIL 

URACIL 

BARBITURIC ACI0 
BARBITURIC ACID 
BARBITURIC ACID 
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NO. 


SOLVENT 


REF 


FOOT 


LOGP 


LOGP 




EMPIRICAL 


NANE 








NOTE 


SOLV 


OCT 




FORMULA 




701 


N-BUTANOL 


253 


36 


-1.16 


-2.12 




C4H4N203 


BARBITURIC ACIO 


702 


OCTANOL 


65 




-1.66 


-1.66 




C4H4N204 


3-CARBOXYMETHYLSYONONE 


703 


OCTANOL 


227 




-0.71 


-0. 71 


«■ 


C4H4N601 


8-AZA0UANINE (NCS 749)(PKA> 6.43) 


704 


01 ETHYL ETHER 


212 




0.19 


0.28 


A 


C4H404 


FUMARIC ACIO 


7C5 


DIETHYL ETHER 


207 




0.10 


0.20 


A 


C4H404 


FUMARIC ACID 


706 


0 1 ETHYL ETHER 


46 




0.07 


0.16 


A 


C4H404 


FUMARIC ACID 


7C7 


I-8UTAN0L 


4 




0.76 


0.56 




C4H404 


FUMARIC ACID 


7C8 


ETHYL ACETATE 


194 




0.23 


0.23 




C4H404 


FUMARIC ACID 


7C9 


CYCLOHEXANONE 


194 




0.54 






C4H404 


FUMARIC ACID 


710 


2-BUTANONE 


194 




0.53 


0.41 




C4H404 


FUMARIC ACID 


711 


ME-I-8UT. KETONE 


194 




0.08 


0.07 




C4H404 


FUMARIC ACID 


712 


ME- I- BUT. KETONE 


195 




0.22 


0.20 




C4H404 


FUMARIC ACID 


713 


S-PENTANOLS 


195 




0.60 


0.38 




C4H404 


FUMARIC ACID 


714 


D I ETHYL ETHER 


212 




-0.62 


-0. 61 


A 


C4H404 


MALEIC ACID 


715 


DIETHYL ETHER 


207 




-1.04 


-0.79 


A 


C4H404 


MALEIC ACID 


716 


DIETHYL ETHER 


46 




-0.50 


-0.32 


A 


C4H404 


MALEIC ACIO 


717 


I-BUTANOL 


4 




0.11 


-0.35 




C4H404 


MALEIC ACID 


718 


ME- I-BUT .KETONE 


195 




-0.66 


-0.66 




C4H404 


MALEIC ACID 


719 


OLEYL ALCOHOL 


5 




-0.89 


-0.32 




C4H404 


MALEIC ACID 


720 


S-PENTANOLS 


195 




-0.32 


-0.67 




C4H404 


MALEIC ACID 


721 


OCTANOL 


255 




l.ai 


1.81 


u 


C4H4S1 


THIOPHENE 


722 


DIETHYL ETHER 


212 




0.46 


0.52 


A 


C4H58R104 


BROMDSUCCINIC ACID 


7 23 


DIETHYL ETHER 


46 




0.84 


0.86 


A 


C4H5BR104 


BROMOSUCCINIC ACIO 


7 24 


I-BUTANOL 


4 




0.75 


0.55 




C4H5BR104 


BROMOSUCCINIC ACIO 


7 25 


XYLENE 


46 




-1.44 


0.22 


A 


C4H58R104 


BROMOSUCCINIC ACID 


726 


OCTANQL 


218 




1.18 


1.18 


• 


C4H5F302 


ACETIC ACID, TRIFLUORO-ETHYL ESTER 


7 27 


OCTANOL 


186 




0.75 


0.75 




C4H5N1 


PY RROLE 


728 


DIETHYL ETHER 


3 




-1.51 


-1.21 


A 


C4HSN102 


SUCCINIMIDE 


7 29 


DIETHYL ETHER 


113 




-1.42 


-1.13 


A 


C4H5N102 


SUCCINIMIDE 


730 


CHCL3 


113 




-1.27 


-0.58 




C4H5N102 


SUCCINIMIDE 


731 


OILS 


2 




-2.31 


-0.91 


A 


C4H5N102 


SUCCINIMIDE 


732 


OILS 


173 




2.02 


2.11 


B 


C4H5NIS1 


ISOTHI DCYANATEt ALLYL 


733 


OCTANOL 


218 




-0.22 


-0.22 


■ 


C4H5N3 


PYRIMIDINE.2-AMIN0 


734 


N-BUTANOL 


253 


36 


-0.68 


-1.46 




C4H5N301 


CYTOSINE 


735 


OCTANE 


256 




-1.47 






C4H5N302 


2-METHYL-5-N I TRO IMIDAZOLE 


7 36 


OCTANE 


256 




-1.60 






C4H5N302 


4-METHYL-5-N1TR0IH IDAZDLE 


7 37 


N-BUTANOL 


253 


36 


-1.54 


-2.65 




C4H5N303 


URAHIL 


738 


OCTANOL 


134 




0.38 


0.38 


m 


C4H6N401S1 


3-NETHYLTHI0-4-AMIN0-l,2,4-TRIAZINE-5-0NE 


739 


OCTANOL 


217 


07 


-0.25 


-0.25 


m 


C4H6N403S2 


2- ACET YL AMINO- 1. 3. 4-THIADI AZOLE- 5- SULFONAMIDE 


740 


CHCL3 


217 


07 


-2.39 






C4H6N403S2 


2-ACETYLAMINO-l. 3t 4-THIADI AZOLE- 5- SULFONAMIDE 


741 


OCTANOL 


218 




-0.26 


-0.26 


* 


C4H6N403S2 


It 3. 4-THI ADI AZDLE-2-SULF0N AM IDE.5-ACETAMID0 


742 


OILS 


240 




2.51 


2.76 


B 


C4H6N4012 


ERYTHRITOL TETRAN ITRAT E 


743 


OILS 


257 


12 


1.66 


1.81 


B 


C4H601 


DIVINYL ETHER 


744 


OILS 


258 




0.40 


0.77 


B 


C4H601 


DIVINYL ETHER 


745 


OILS 


259 




1.61 


1.77 


B 


C4H601 


DIVINYL ETHER 


746 


OCTANOL 


260 




0.60 


0.60 


■ 


C4H601S1 


G-TH IDBUTYROL ACTON E 


747 


OCTANOL 


261 




0.72 


0.72 




C4H602 


CROTONIC ACID 


748 


DIETHYL EThER 


192 




0.72 


0.74 


A 


C4H602 


CROTONIC ACID 


749 


01 ETHYL ETHER 


46 




0.55 


0.61 


A 


C4H602 


CROTONIC ACIO 


750 


CHCL3 


29 




-0.50 


0.76 


A 


C4H602 


CROTONIC ACIO 


751 


CHCL3 


46 




-0.56 


0.71 


A 


C4H602 


CROTONIC ACID 


752 


BENZENE 


29 




-0.91 


0.48 


A 


C4H602 


CROTONIC ACID 


753 


XYLENE 


46 




-1.05 


0.64 


A 


C4H602 


CROTONIC ACID 


754 


TOLUENE 


29 




-1.05 


0.64 


A 


C4H602 


CROTONIC ACID 


7 55 


OCTANOL 


5 




-0.59 


-0.59 


■ 


C4H604 


SUCCINIC ACID 


7 56 


DIETHYL ETHER 


212 




-0.67 


-0.64 


A 


C4H604 


SUCCINIC ACID 


757 


DIETHYL ETKER 


3 




-0.82 


-0.60 


A 


C4H604 


SUCCINIC ACID 


758 


DIETHYL ETHER 


192 




-0.89 


-0.66 


A 


C4H604 


SUCCINIC ACID 


759 


DIETHYL ETHER 


194 




-0.90 


-0.67 


A 


C4H604 


SUCCINIC ACID 


760 


DIETHYL ETHER 


46 




-0.65 


-0.45 


A 


C4H604 


SUCCINIC ACID 


761 


DIETHYL ETHER 


62 




-0.83 


-0.61 


A 


C4H604 


SUCCINIC ACIO 


762 


DIETHYL ETHER 


213 




-0.84 


-0.62 


A 


C4H604 


SUCCINIC ACID 


763 


DIETHYL ETHER 


36 




-0.66 


-0.63 


A 


C4H604 


SUCCINIC ACID 


764 


CHCL3 


46 




-1.92 


-0.53 


A 


C4H604 


SUCCINIC AC ID 


765 


N-BUTANOL 


194 




0.00 


-0.51 




C4H604 


SUCCINIC ACID 


766 


I-BUTANOL 


4 




-0.02 


-0.53 




C4H604 


SUCCINIC ACID 


767 


PRIM. PENTANOLS 


182 




-0.15 


-0.59 




C4H604 


SUCCINIC ACIO 


768 


PRIM. PENTANOLS 


48 




-0.19 


-0.54 




C4H604 


SUCCINIC ACID 


769 


ETHYL ACETATE 


194 




-0.63 


-0.77 




C4H604 


SUCCINIC ACID 


770 


CYCLOHEXANONE 


194 




0.04 


-0.80 




C4H604 


SUCCINIC ACID 


771 


HEXANOL 


74 




-0.34 






C4H604 


SUCCINIC ACIO 


772 


2-BUTANONE 


194 




0.00 


-0.68 




C4H604 


SUCCINIC ACIO 


773 


ME- I -BUT .KETONE 


194 




-0.73 


-2.14 




C4H604 


SUCCINIC ACIO 


774 


ME- I-BUT .KETONE 


195 




-0.69 


-0.69 




C4H604 


SUCCINIC ACID 


775 


S-PENTANOLS 


195 




-0.23 


-0.57 




C4H604 


SUCCINIC ACIO 


776 


DIETHYL ETHER 


3 




-1.52 


-1.22 


A 


C4H605 


DIGLYCOLIC ACIO 


777 


DIETHYL ETHER 


207 




-1.54 


-1.24 


A 


C4H605 


DIGLYCOIIC ACID 


77B 


I-BUTANOL 


4 




-0.31 


-0.94 




C4H605 


DIGLYCOLIC ACID 


779 


ME- I -BUT. KETONE 


195 




-1.27 


-1.18 




C4H605 


DIGLYCOLIC ACIO 


760 


S-PENTANOL S 


195 




-0.62 


-1.02 




C4H605 


DIGLYCOLIC ACID 


781 




5 




-1.26 


-1.26 


m 


C4H605 


MALIC ACID 


782 


DIETHYL ETHER 


207 




-1.88 


-1.53 


A 


C4H605 


MALIC ACID 


783 


DIETHYL ETHER 


213 




-1.85 


-1.49 


A 


C4H605 


MALIC ACID 


764 


I-BUTANOL 


4 




-0.63 


-1.39 




C4H605 


MALIC ACIO 


785 


OLEYL ALCOHOL 


5 




-1.74 


-1.16 




C4H605 


MALIC ACID 


766 


S-PENTANOLS 


195 




-0. 97 


-1.42 




C4H605 


MALIC ACIO 


7S7 


ME-I-BUT. KETONE 


195 




-1.36 


-1.27 




C4H605 


O-L-MALIC ACIO 


788 


DIETHYL ETHER 


192 




-2.43 


-2.02 


A 


C4H606 


TARTARIC ACID 


789 


DIETHYL ETHER 


46 


12 


-1.01 


-0.76 


A 


C4H606 


TARTARIC ACID 


790 


DIETHYL ETHER 


213 




-2.42 


-2.01 


A 


C4H606 


TARTARIC ACID 


791 


01 ETHYL ETHER 


36 




-2.34 


-1.93 


A 


C4H606 


TARTARIC ACID 


792 


I-BUTANOL 


4 




-0.78 


-1.60 




C4H606 


TARTARIC ACID 


793 


PRIM. PENTANOLS 


48 




-1.21 


-1.84 




C4H606 


TARTARIC ACID 


794 


S-PENTANOLS 


195 




-1.10 


-1.56 




C4H606 


TARTARIC ACID 


755 


ME-I-BUT. KETONE 


195 




-1.58 


-1.47 




C4H606 


0— TARTARIC ACID 


796 


OILS 


173 




1.12 


1.35 


B 


C4H7BR102 


BROMOACETIC ACID. ETHYL ESTER 


797 


OCTANOL 


5 




1.42 


1.42 




C4H7BR102 


A-BROMOBUTYRIC ACIO 


798 


CHCL3 


29 




0.08 


1.29 


A 


C4H7BR102 


A- 6R0M0 BUTYRIC ACID 


799 


OILS 


209 




0.14 


1.12 


A 


C4H7BR102 


A-BROHOBUTYR IC ACID 


800 


BENZENE 


29 




-0.08 


1.33 


A 


C4H7BR102 


A-BROMOBUTYRIC ACIO 
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NO. 




REF 


FOOT 


LQGP 


LQGP 




EMPIRICAL 








NOTE 


SOLV 


OCT 




FORMULA 


601 


J. — BU I ANUL 






I • 46 


1* 55 




C4H7BR102 


802 


Tm ii cue 


29 




~0. 27 


1.32 


A_ 




803 


nri turn 
UL 1 ANUL 






1 ■ 40 


1. 40 




C4H7CL203P1 


804 


Ul fc 1 MYL C I ntK 


262 




1 • 36 


2. 06 




C4H7CL203P1 


805 


VI LLUNeaANc 


262 




0. 55 






C4H7CL203P1 


806 


CHCL 3 






1*43 


1. 93 




C4H7CL2Q3P1 


8C7 


D CN £ ENfc 


262 




la 46 


1* 56 


g 


C4H7CL203P1 


808 


m_ bi it Aunt 
N—BU 1 ANUL 


9 A9 




1 « 65 


1* 83 




C4H7CL2G3P1 


809 


CTUVI (TCTATC 

t I HTL ALC I A 1 C 


262 




la 48 


1. 53 




C4H7CL203P1 


8 10 


hi — RUT VI *T FT ATP 


262 




1 ■ 48 


1. 52 




C4H7CL203P1 






2 62 




0.92 


2.06 




C4H7CL203P1 


8 12 


N—HFPTANF 
ii nt" j Mr* c 


262 




0,36 






C4H7CL203P1 




o— miT Awnw f 

d DU 1 mun C 


262 




0.72 


0. 81 




C4H7CL2Q3P1 


8 14 


OCTANE 


262 




0, 30 






C4H7CL203P1 


815 




£. QC 




0. 71 






C4H7CL203P1 


816 


Ul/ l ANUL 


218 




2.03 


2. 03 




C4H7CL301 


817 


OILS 


224 




1*36 


2*44 


A 


C4H7CL301 


8 18 


OILS 


214 




0. 20 


1.37 


A 


C4H7CL302 


□ 1 Q 
D 1 T 


OILS 


173 




1. 53 


1.68 


3 


C4H7I102 


820 


nt F THVI FTHFR 


1 12 




1.23 


1.21 


A 


C4H7N1Q2 


B21 


CHCL 3 


1 12 




0* 08 


0. 65 


N 


C4H7N1Q2 


822 


PK In . r fcN 1 ANUL a 






? 1 A 


2 .70 




C4H7N1 02 
Win i HA w& 


623 




207 




— 2. 18 


-1. 80 


A 


C4H7N103 


824 


CHCL3 


67 




—2 .78 






C4H7N1Q3 


S25 


CTUVI ll'CTITC 

c i nil AC El Alt 


67 


1 2 


— 1 • 56 


-1 . 73 






826 


U C r_A|(T V CTHH c 


1 95 




1»5U 


—1 . 40 




iiTn in* us 


827 


a— PfcN 1 ANUL b 


1 95 






-1* 31 




V* T[ 1 1 111 U J 


828 


UL 1 ANUL 


260 




—0.05 


-0. 05 


.... 


C4H7N1S1 


829 


hi QIITALini 

N-BUTANOL 


253 


36 




—0. 95 




C4H7N5 


830 


QL I ANUL 






~3*2Q 


—3.20 




f &M7UA1 It? 


831 




264 


1 2 


-0. 15 


1.05 


A 


C4H88R1N101 


832 


UL 1 ANUL 






0* 34 


0. 34 




C4H8BR1N101 


833 


UL 1 APiUL 


262 




0.51 


0, 51 




C4H8CL304P1 


8 34 


ri T CTUVI BTUCB 

ui c iniL cmcn 


262 




-0.29 


0. 59 


B 


C4H8CL3Q4PI 


835 


rvn nucviuc 
LYLLUncXANc 


262 




- 1 • 70 






C4H8CL304P1 


836 


CHCL 3 


262 




— 0 • 10 


ft *i 


■* 


L*tn owijutr i 


837 


9ENZ ENE 


262 






0 57 






838 


hi o 1 1 T k Ktrxt 
N— BU I ANUL 








0. 81 




rA.MArL3D4Pl 


839 


ETHYL ACETATE 


262 




0. 40 


0. 37 




LHrl.OL LJUirl 


840 


N-6UTVL ACETATE 


262 




0* 45 


0.85 




LHntJL L9Ut rl 


841 


CCL4 


262 




- 1 .40 


0. 67 


* 


f luaf 1 artADt 
L "tn oLi-JUIrl 


842 


N-H6PTANE 


262 




-2. 00 






LHHoLLi UHr 1 


843 


2-BUTANONE 


262 




0.08 


-0. 52 




A/unri 3ft£Di 


844 


OCTANE 


262 




-2 . 00 






t-HritlULi Ut r 1 


845 


CS2 


262 




-1. 70 






C4HoL L JU^tr 1 


846 


DCTAN0L 


233 




0* 52 


0* 52 




C4H8N2 


847 


CHCL 3 


265 




-0.95 


-0.29 


N 


L4ntJNc 


84a 


N-BUTAN0L 


266 




-l«08 


-2. 16 




C4noNcU^ 


849 


N-BUTANGL 


2S3 


36 


~i « 32 


- 2 • 35 




C4 H8 N& 


eso 


OILS 


267 




0.61 


0. 94 


B 


C4H801 


851 


nrT a uni 
UL I ANUL 






0.29 


0.29 


* 


C4H801 




nr t Afjni 






0 ■ 26 


0. 26 




C4HBD1 


853 


I —RUT ANfll 






1.20 


1.18 




C4H801 


854 


OILS 


259 




0 • 83 


1.20 


B 


C4H801 


855 


OILS 


267 




0. 70 


1.02 


B 


C4H801 


856 


OCTANOL 


26B 




1.04 


1.04 




C4H801 


857 


OILS 


258 




-0. 30 


0,19 


a 


C4H801 


8 58 


OCTANOL 


186 




0.73 


0.73 


at 


C4H802 


859 


OCTANOL 


5 




0.66 


0.66 


V 


C4H802 


860 


DIETHYL EThER 


3 


50 


0.93 


0. 93 


A 


C4H802 


8 61 


OILS 


2 




0.40 


0.79 




C4H802 


8 62 


OILS 


2 24 




0. 60 


0. 94 


B 


C4H802 


8 63 


AFN 7 FN F 


245 


12 


1-01 


1.25 


B 


C4H802 




1 — Rl IT AKini 






0* 86 


0. 70 




C4H802 






2 45 




0.95 


2.68 


A 


C4H802 


r77 




245 




0. 72 






C4H802 


867 


nr t AMni 


5 




0. 79 


0. 79 




C4H802 


868 


Ul t In TL 1 1 r EK 


1 90 




0 66 


0. 69 


A 




869 


n t c T u vi rruco 
Ul c 1 MYL 1 1 MfcK 


207 








* 




8 70 


m ctuvi ctucd 
Ul t I MYL t 1 MfcK 








0 . 69 


* 


C 4n HUt 


871 


r* T CTUVI CTUCD 

Ui c I MYL cTHER 


49 




nil 

0. 81 




* 


C4H 8 02 


872 


"CHCL 3 


29 




— 0.27 


0. 97 






B73 


CHCL 3 


46 




~ 0»27 


0. 97 


* 


C4H802 


874 


OILS 


209 




-0. 21 


1*05 


A 


C4H802 


875 


OILS 


220 




-0.35 


0. 87 


A 


C4H802 


876 


OILS 


193 




-0.46 


0* 82 


A 


V#4noui 


877 


BENZENE 


44 




-0.65 


0* 74 


A 


C4H802 


878 


BENZENE 


29 




-0.65 


0. 73 


A 


C4H802 


879 


N-BL'TANOL 


190 




0.95 


0. 85 




C4H802 


880 


I-BUTANOL 


4 




0.97 


0. 86 




C4H802 


681 


I-8UTAN0L 


184 




0.96 


0. 65 




C4H802 


882 


I-8UTAN0L 


.48 




0.91 


0. 78 




C4H602 


883 


SEC-BUTANOL 


190 




0.72 


0.46 




C4H802 


884 


XYL ENE 


46 




-0.78 


0*93 


A 


C4H802 


885 


T UL UfcN c 


29 




•0. 82 






C4H8 02 


886 


NITROBENZENE 


46 




-0.42 


0.50 




C4H802 


887 


PRIM. PENTAN0LS 


190 




1.05 


0.95 




C4H802 


888 


PRIM. PENT ANOL S 


164 




0.97 


0.93 




C4H802 


889 


PRIM. PENTANOL S 


48 




1.03 


1.00 




C4H802 


890 


ETHYL ACETATE 


194 




0.72 


0.72 




C4H602 


891 


CCL4 


48 




-1.02 


0.99 


A 


C4H8Q2 


892 


0I-I-PR. ETHER 


221 




0.24 


0.83 


A 


C4H802 


893 


2-BUTANGNE 


190 




0.70 


0.78 




C4H802 


894 


OCTANE 


60 


47 


-1.76 






C4H802 


895 


0LEYL ALCOHOL 


5 




0.46 


1.02 




C4H802 


896 


0-N I TR0 TOLUENE 


48 




-0.44 






C4HS0Z 


897 


5-PENTANOLS 


190 




1.01 


0*66 




C4H802 


898 


PARAFFINS 


197 




-1.15 






C4H802 


899 


000ECANE 


60 


47 


-1.87 






C4H802 


900 


H EX AO EC AN E 


60 


47 


-1.92 






C4H802 



NAME 



A-BROMOBUTYRIC AC10 
A'BRQHO BUTYRIC ACI0 

OJCMLOROVINYLPHOSPHONATEiQiO-DI METHYL 

DICHLORDVINYLPH0SPH0NATEt0tO-D I METHYL 

0ICHL0R0VINYLPH0SPHONATE,O.0tDI.M,ETHYL 

DlCHLDR0VlNYLPH0SPH0NATEt0i0-01 METHYL 

OICHLO«0VINYLPHnSPH0NATE.O,O-0IMETHYL 

OICHLOR0VINYLPH0SPH0NATE,0,0-0IHETHYL 

OICHLOROVINYLPHOSPHONATEiD i0-D I METHYL 

DICHLOROVINYLPHOSPHONATE.O.O-DIMETHYL 

DICHLOROVINYLPHOSPHONATEiO.O-DIMETHYL 

DICHLOR0Y1NYLPHOSPH0NATE, 0,0-01 METHYL 

DI CHLOROVINYLPHOSPHONATEiOtO-D I METHYL 

DICHLOROVINYLPHOSPHONATEiO tO-0 IMETHYL 

OICHLORDVINYLPHOSPHONATEi 0,0-0 1 METHYL 

B, B> B-TR 1 CHLORO-T- BUTAN0L 

B, B, B-TR ICHLORO-T-BUTAN0L 

A, A, B-TR I CL-N- BUT YR ALDEHYDE HYDRATE 

I0D0ACETIC ACID, ETHYL ESTER 

DI ACETYLMONQXIHE 

DIACETYLM0N0XIME 

DIACETYLM0N0XIME 

ACETIC ACID, ACETYL AM I NO /ACETYL GLYCINE/ 
ACETIC ACID, ACETYL AM I NO /ACETYL GLYC INEZ 
ACETIC ACID, ACETYL AM I NO /ACETYL GLYCINE/ 
ACETIC AC1 D, ACETYL AMINO /ACETYL GLYCINE/ 
ACETIC ACID, ACETYL AH I NO /ACETYL GLYCINE/ 
2-AZACYCL0PENTANTHI0NE 
4, 5,6-TRIAMINOPYRIMIDINE 
BUTYRIC ACID, SODIUM SALT 
A- BR0MD- I-BUTYRAM I DE 
BR0HOACETAHIDE.N-ETHYL 

DIHE-l-0H-2,2,2-TRICLETHYL PHDSPHONATE/DIPTEREX/ 

DIHE-l-0H-2,2,2-TRICLETHYL PH0SPH0NATE/DI PTEREX/ 

0IME'-l-0H-2,2,2-TRICLETHYL PH0SPH0NATE/D I PTEREX/ 

DlME-l-0H-2,2,2-TRlCLETHYL PHDSPHONATE/DIPTEREX/ 

DIME-1-0H-2.2.2-TRICLETHYL PHDSPHONATE/DIPTEREX/ 

DIME-1-0H-2, 2,2-TRICLETHYL PHDSPHONATE/DIPTEREX/ 

DIME-1-0H-2.2.2-TRICLETHYL PHDSPHONATE/DIPTEREX/ 

DIME-1-0H-2, 2,2-TRICLETHYL PHOSPHONATE/D I PTEREX/ 

DIME-l-OH-2,2, 2-TRICLETHYL PHOSPHONATE/D I PTEREX/ 

01 ME-1-0H-2, 2,2-TRICLETHYL PH0SPH0NATE/DI PTEREX/ 

DIME-1-0H-2, 2, 2-TRICLETHYL PHOSPHONATE/DI PTEREX/ 

OIME-1-0H-2, 2, 2-TRICLETHYL PHDSPHONATE/DIPTEREX/ 

DIM6-1-OH-2, 2, 2-TRICLETHYL PHDSPHONATE/DIPTEREX/ 

2- IMIDAZOLINE, 2-H6THYL 

DI METHYLGLY0X1ME 

OIM6THYLGLY0XIME 

TETRAHINOPYR IM IDINE 

ALLYL METHYL ETHER 

2-BUTANONE 

2-BUTANONE 

BUTYRALDEHYOE 

CYCL0PR0PYL METHYL ETHER 

CYCL0PR0PYL METHYL ETHER 

ETHYL VINYL ETHER 

ETHYL VINYL ETHER 

ACETIC ACID, ETHYL ESTER 

ACETIC ACID, ETHYL ESTER 

ACETIC ACID, ETHYL ESTER 

ACETIC ACID, ETHYL ESTER 

ACETIC ACI D, ETHYL ESTER 

ACETIC ACID, ETHYL ESTER 

ACETIC ACID, ETHYL ESTER 

ACETIC ACID, ETHYL ESTER 

ACETIC ACID, ETHYL ESTER 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACIO 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACIO 

BUTYRIC ACID 

BUTYRIC ACIO 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACIO 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACID 

BUTYRIC ACIO 
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NO. 


SOLVENT 


REF 


FOOT 


LOOP 


LOGP 










NOTE 


SOLV 


OCT 




901 


CHCL3 


51 




-0.25 


1.00 


A 


902 


CHCL3 


29 




-0.28 


0.96 


A 


903 


OILS 


209 




-0.12 


1.13 


A 


904 


BENZENE 


51 




-0. 74 


0. 69 


A 


905 


BENZENE 


29 




-0.72 


0.71 


A 


906 


BENZENE 


46 




-0.81 


0. 58 


A 


9C7 


XYL ENE 


46 




-0.80 


0.91 


A 


9C8 


TOLUENE 


51 




-0. 86 


0. 88 


A 


909 


TOLUENE 


29 




-0.87 


0.82 


A 


910 


NITROBENZENE 


48 




-0.42 


0.50 




911 


PRIM. PENTANOLS 


48 




0.99 


0.95 




912 


CCL4 


37 




-1.47 


0.61 


A 


913 


OCTANOL 


5 




-0.42 


-0.42 


— 


914 


CCL4 


234 


12 


-0.13 






915 


OCTANOL 


56 




0.83 


0. 83 


M 


916 


DIETHYL ETHER 


46 




-0.40 


-0.23 


A 


917 


DIETHYL ETHER 


207 




-0.34 


-0.18 


A 


91B 


OCTANOL 


5 




-0. 36 


-0.36 




919 


DIETHYL ETHER 


192 




-0.65 


-0. 45 


A 


920 


I-BUTANOL 


4 




0.08 


-0.38 




921 


OLEYL ALCOHOL 


5 




-0.85 


-0.28 




922 


DIETHYL ETHER 


269 




-0.48 


-0.31 


A 


923 


DIETHYL ETHER 


46 




-0.08 


0.19 


A 


924 


PRIM. PENTANOLS 


269 




0.05 


-0.32 




925 


DIETHYL ETHER 


3 




-0.43 


-0.26 


A 


926 


OCTANOL 


186 




2. 39 


2.39 


• 


927 


OCTANOL 


186 




-0.21 


-0.21 




928 


DIETHYL ETHER 


3 




-1.24 


-0.24 


B 


9 29 


OILS 


2 




-2.02 


-0.65 


A 


930 


I-BUTANOL 


4 




0.18 


-0.25 




931 


OCTANOL 


235 




-0.77 


-0.77 




932 


OCTANOL 


218 




-1.08 


-1.08 


■ 


933 


DIETHYL ETHER 


3 


12 


-5.58 


-4. 76 


A 


934 


N-BUTANOL 


225 




-1.34 


-2.38 




935 


I-BUTANOL 


4 




-1.79 


-3.02 




936 


SEC-BUTANOL 


84 


19 


-0.79 


-1.61 




937 


OCTANOL 


65 




l.OL 


1.01 




93a 


OCTANOL 


270 




1.17 






939 


OCTANOL 


235 




2.15 


2.15 


■ 


940 


OILS 


271 




0.43 


0.81 


fl 


941 


CCL4 


228 




0.54 


0.44 


B 


942 


CCL4 


271 




0.54 


0.44 


3 


943 


OCTANOL 


5 




-1.17 


-1.17 


" 


944 


DIETHYL ETHER 


3 


12 


-3.28 


-2.03 


B 


945 


I-BUTANOL 


4 




-0.60 


-1.36 




946 


DIETHYL ETHER 


198 




-0.41 


-0.24 


A 


947 


OCTANOL 


216 




0.88 


0. 88 


• 


948 


DIETHYL ETHER 


3 




0.89 


0.89 


A 


949 


DIETHYL ETHER 


174 




0.57 


0.63 


A 


950 


CYCLOHEXANE 


2 72 




-0.72 






951 


CYCLOHEXANE 


82 




-I. 12 






952 


CHCL3 


174 




0.45 


1.03 


N 


953 


OILS 


173 




-0.28 


0. 94 


A 


9 54 


OILS 


201 




-0.20 


1.02 


A 


955 


BENZENE 


272 




-0. 19 


1. 19 


A 


956 


BENZENE 


82 




-0.34 


0.96 


A 


957 


BENZENE 


231 




-0.38 


1.00 




958 


CCL4 


272 




-0.44 






9 59 


HEXANE 


82 




-0. 78 






960 


OCTANE 


59 




-0. 81 






961 


OLEYL ALCOHOL 


82 


12 


-0.19 


0.38 




962 


DODECANE 


59 




-0.96 






963 


HEXAOECANE 


59 




-1.08 






964 


OCTANOL 


5 




0.83 


0.83 


* 


965 


OCTANOL 


216 




0.65 


0.65 


■ 


966 


DIETHYL ETHER 


3 




0. 84 


0.85 


A 


967 


DIETHYL ETHER 


174 




0.53 


0.59 


A 


968 


CHCL3 


174 




0.34 


0.92 


N 


969 


OILS 


173 




-0.36 


0.86 


A 


970 


OILS 


101 




-0.24 


0.97 


A 


971 


OILS 


201 




-0.26 


0.96 


A 


972 


I-BUTANOL 


4 




0.93 


0.80 




973 


OCTANOL 


186 




0.61 


0.61 


m 


914 


DIETHYL ETHER 


3 




0. 65 


0.68 


A 


975 


DIETHYL ETHER 


174 




0.28 


0.12 


A 


976 


CHCL3 


174 




0.30 


0.89 


N 


977 


OILS 


2 




-0.60 


0.65 


A 


978 


OILS 


201 




-0.42 


0.81 


A 


979 


OCTANOL 


186 




0.37 


0.37 




980 


DIETHYL ETHER 


3 




0.34 


0.41 


A 


981 


DIETHYL ETHER 


174 




-0. 08 


0.06 


A 


982 


CHCL3 


174 




-0. 04 


0.57 


N 


983 


OILS 


173 




-0. 64 


0.61 


A 


984 


OILS 


224 




-0.74 


0.52 


A 


985 


OILS 


201 




-0. 66 


0.59 


A 


986 


OCTANOL 


218 




0.77 


0.77 


■ 


987 


OCTANOL 


5 




0.83 


0.83 


■ 


988 


DIETHYL ETHER 


3 


50 


I. 00 


0.99 


A 


989 


OILS 


173 




0.58 


0.93 


B 


990 


OILS 


82 




0.38 


0.78 


8 


991 


OILS 


258 




0.36 


0.74 


B 


992 


OILS 


259 




0.60 


0.93 


B 


993 


DIETHYL ETHER 


2 




-1.38 


-1.10 


A 


994 


OILS 


2 




-2.37 


-0.93 


A 


995 


DIETHYL ETHER 


2 




-1.72 


-1.38 


A 


996 


OILS 


2 




-2.68 


-1.22 


A 


997 


OCTANOL 


5 




-0.92 


-0.92 




998 


01 ETHYL ETHER 


3 




-1.54 


-1.25 


A 


999 


OILS 


2 




-2.47 


-1.03 


A 


1000 


OCTANOL 


5 




-0.54 


-0.54 


■ 



EMPIRICAL NAME 
FORMULA 



C4H802 


I-BUTYR1C ACID 


C4H802 


I-BUTYRIC ACID 


C4H802 


I-BUTYRIC ACID 


C4H802 


I-BUTYRIC ACID 


C4H802 


I-BUTYRIC ACID 


C4H802 


I-BUTYRIC ACID 


C4H802 


I-BUTYRIC ACIO 


C4H802 


I-BUTYRIC ACID 


C4H802 


1-BUTYRIC ACID 


C4H802 


I- BUTYRIC ACID 


C4H802 


1-BUTYRIC ACID 


C4H802 


I-BUTYRIC ACID 


C4H802 


DIOXANE 


C4H802 


DIOXANE 


C4H802 


FORMIC ACID, PROPYL ESTER 


C4H803 


BUTYRIC ACIDt B-HYDROXY 


C4H803 


ETHOXYACETIC ACID 


C4H803 


A-HYDROXY-1-BUTYRIC ACID 


C4HS03 


A-HYDROXY-I-BUTYR IC ACID 


C4H803 


A-HYDRDXY-I-BUTYRIC ACID 


C4H803 


A-HYDR0XY-1-BUTYR1C ACID 


C4H803 


A-HYDROXYBUTYRIC ACID 


C4K803 


A-HYDROXVBUTYR IC ACID 


C4H803 


A-HYDROXYBUTYRIC ACID 


C4H803 


LACTIC ACIO, METHYL ESTER 


C4H9CL1 


1-CHLOROBUTANE 


C4H9N101 


BUTYRAMIOE 


C4H9N101 


BUTYRAHI DE 


C4H9N101 


BUTYRAMIOE 


C4H9N101 


BUTYRAMIDE 


C4H9N101 


N» N-DIMETHYLACET AM IDE 


C4H9N101 


MORPHOL INE 


C4H9N102 


A-AMINOBUTYRIC ACID 


C4H9N102 


A-AHINOBUTYRIC ACID 


C4H9N102 


A-AMINOBUTYRIC ACID 


C4H9N102 


A-AMINOBUTYRIC ACID 


C4H9N102 


2— METHYL- 2-N IT RO PROP AN E 


C4H9N102 


2-HETHYL-2-NITR0PR0PAN E 


C4H9N103 


BUTYL NITRATE 


C4H10F103P1 


DIETHYLFLUOROPHOSPHATE 


C4H10F103P1 


DI ETHYL FLUOROPHOSPHATE 


C4H10F103P1 


01 ETHYL.FLUDROPHOSP HATE 


C4H10N2 


PIPERAZINE 


C4H10N2 


PI PERAZINE 


C4H10N2 


PI PERAZINE 


C4H10NZS1 


PROPYLTHIQUREA 


C4H1001 


BUTANOL 


C4H1001 


BUTANQL 


C4H10D1 


BUTANOL 


C4H1001 


BUTANOL 


C4H1001 


BUTANOL 


C4H1001 


BUTANOL 


C4H1001 


BUTANOL 


C4H1001 


BUTANOL 


C4H1001 


BUTANOL 


C4H1001 


BUTANOL 


C4H1001 


BUTANOL 


C4H1001 


BUTANOL 


C4H1001 


BUTANQL 


C4H1001 


BUTANOL 


C4H1001 


BUTANOL 


C4H1001 


BUTANOL 


C4H1001 


BUTANOL 


C4H1001 


1— BUTANOL 


C4H1001 


I-BUTANOL 


C4H1001 


I-BUTANOL 


C4H1001 


I— BUTANOL 


C4H1001 


I-BUTANOL 


C4H1001 


I-BUTANOL 


C4H1001 


I-BUTANOL 


C4H1001 


I-BUTANOL 


C4H1001 


I— BUTANOL 


C4H1001 


S— BUTANOL 


C4H1001 


S-BUTANOL 


C4H1001 


S- BUTANOL 


C4H1001 


S-BUTANOL 


C4H1001 


S- BUTANOL 


C4H1001 


S-BUTANOL 


C4H1001 


T-BUTANOL 


C4H1001 


T-BUTANOL 


C4H1001 


T-BUTANOL 


C4H1001 


T-BUTANOL 


C4H1001 


T-BUTANOL 


C4H1001 


T— BUTANOL 


C4H1001 


T-BUTANOL 


C4H1001 


ETHYL ETHER 


C4H1001 


ETHYL ETHER 


C4H1001 


ETHYL ETHER 


C4H1001 


ETHYL ETHER 


C4H1001 


ETHYL ETHER 


C4H1001 


ETHYL ETHER 


C4H1001 


ETHYL ETHER 


C4H1002 


1,3-BUTANEOIOL 


C4H1002 


1,3-BUTANEDIOL 


C4H1002 


1,4-BUTANEOIOL 


C4H1002 


1,4-BUTANEDIOL 


C4H1002 


2,3-BUTANEDIOL 


C4H1002 


2.3-BUTANEDIOL 


C4H1002 


2,3-BUTANEDIOL 


C4H1002 


ETHOXYETHANOL 
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NO • 


JUL » zn i 


REF 


FOOT 


LOGP 


LOGP 




EMPIRICAL 








NOTE 


SOLV 


OCT 




FORMULA 


1001 


DIETHYL ETHER 


2 




-0.70 


-0.50 


A 


C4H1002 


1002 


OILS 


2 




-1.72 


-0.33 


A 


C4H1002 


1003 


OILS 


173 


12 


-1.15 


0. 15 


A 


C4H10O2 


1004 


DIETHYL ETHER 


3 


12 


-2.36 


-1. 98 


A 


C4H10O3 


1005 


OILS 


2 




-2.58 


-1.12 


A 


C4H1003 


1006 


DIETHYL ETHER 


3 




-1.72 


-1.39 


A 


C4H1003 


IOC 7 


I-BUTANQL 


4 




-1.43 


-2.53 




C4H1004 


1008 


OCTANOL 


235 




2.28 


2.28 


M 


C4H10S1 


1009 


OCTANOL 


186 




1.95 


1. 95 




C4H10S1 


10 10 


OCTANOL 


251 




0.88 


0.88 




C4H11N1 


10 11 


OCTANOL 


218 




0.81 


0.81 




C4H11N1 


1012 


OCTANOL 


5 




0.68 


0.68 




C4HUN1 


1013 


DIETHYL ETHER 


251 




0.11 


0.94 


8 


C4HUN1 


10 14 


CVCLOHEXANE 


251 




-0.29 






C4H11N1 


10 15 


CHCL3 


251 




0.99 


0.62 


B 


C4H11N1 


10 16 


BENZENE 


251 




0. 14 


0.65 


B 


C4H11N1 


10 17 


I-8UTANOL 


4 




0.92 


0.79 




C4H11N1 


10 18 


XYLENE 


46 




0.04 


0.64 


B 


C4H11N1 


10 19 


THt UFNF 


1 50 




0. 30 


1 « 84 


A 


C4H11N1 


10 20 


CCL4 


251 




0.11 


0. 93 


N 


C4H11N1 


10 21 


01— I-PR. ETHER 


251 




-0.04 


0.50 




C4H11N1 


10 22 


XYLENE 


46 




0.10 


0.70 


8 


C4H11N1 


10 23 


OCTANOL 


218 




0.40 


0.40 




C4H11N1 


1024 


OCTANOL 


2 51 




0. 57 


0.57 




C4H11N1 


1025 


OCTANOL 


5 




0.43 


0.43 


M 


C4H11N1 


1026 


DIETHYL ETHER 


3 




-0.28 


0.68 


a 


C4H11N1 


1027 


DIETHYL ETHER 


251 




-0.07 


0.80 


8 


C4H11N1 


1028 


CYCLOHEXANE 


251 




-0.34 






C4H11N1 


1029 


CHCL3 


251 




0.81 


0.46 


B 


C4HUN1 


1030 


CHCL3 


46 




0.89 


0.53 


B 


C4HL1N1 


1031 


8ENZENE 


205 




-0.02 


0.54 


8 


C4H11N1 


1032 


BENZENE 


251 




-0.05 


0. 52 


B 


C4H11N1 


1033 


BENZENE 


46 




-0.05 


0. 52 


B 


C4H11N1 


1034 


N-8UTANOL 


37 




0.43 


0.08 




C4H11N1 


1035 


I-8UTANOL 


4 




0.74 


0.53 




C4H11N1 


1036 


I-8UTAN0L 


37 




0.42 


0.07 




C4H11N1 


1037 


XYLENE 


46 




-0. 10 


0. 50 


B 


C4H11N1 


1038 


TOLUENE 


205 




-0.09 


0. 59 


B 


C4H11N1 


1039 


TOLUENE 


68 




-0.20 


0. 51 


B 


C4H11N1 


1040 


TOLUENE 


273 




-0.24 


0.47 


8 


C4H11N1 


1041 


PRIM. PENTANOLS 


182 




0.88 


0. 73 




C4H11N1 


1042 


CCL4 


251 




0.03 


0.82 


N 


C4H11N1 


1043 


CCL4 


37 




-0. 10 






C4H11N1 


1044 


CLCH2CH2CL 


37 




-0.05 






C4H11N1 


1045 


DI-BUTYL ETHER 


37 




-0.20 






C4HUN1 


1046 


OI-j-PR, ETHER 


251 




-0.21 


0.30 




C4H11N1 


1047 


OCTANOL 


5 




-1.43 


-1.43 


=t 


C4HUN102 


1048 


DIETHYL ETHER 


3 


50 


-3.27 


-2.02 


8 


C4H11N102 


1049 


I-BUTANOL 


4 




-0. 70 


-1.49 




C4H11N102 


1050 


I-BUT ANOL 


184 




-0. 69 


-1 .48 




C4H11N102 


10 51 


CCL4 


135 




0.45 


0.36 


B 


C4H1102P1S2 


1052 


PRIM. PENTANOLS 


2 36 


17 


0.46 


0. 28 




C4H1104P1 


1053 


D I-BUTYL ETHER 


236 


17 


-0. 18 






C4H1104P1 


1054 


DI-BUTYL ETHER 


2 36 


17 


-0.27 






C4H1104P1 


10 55 


CHCL3 


274 




-2.05 


-0. 65 


A 


C4H1104P1 


10 56 


NITROBENZENE 


274 




-2.14 


-0. 90 




C4H1104P1 


10 57 


PR IN, P ENT ANOL S 


236 


17 


0,23 


0. 00 




C4H1104P1 


10 58 


P j_ I-PR , ETHER 


274 




-1.75 


-1. 50 




C4H1104P1 


1059 


ME-I-BUT«KETONE 


274 




-0. 56 


-1. 07 




C4H1104P1 


1060 


S-PENTANOL S 


274 




0.35 






C4H1104P1 


1061 


D I ETHYL ETHER 


3 


12 


-2. 89 


-1. 69 


B 


C4H12N2 


1062 


I-BUTANOL 


4 




-0. 12 


-0.67 




C4H12N2 


1063 


I-BUTANOL 


184 




-1.96 






C4H13N1Q1 


1064 


OCTANOL 


275 


75 


3. 53 


3.53 


_ 


C5CL5N1 


1065 


OCTANOL 


206 


27 


3.08 


3.08 




C5H18R3N4 


1066 


OCTANOL 


206 


27 


3.90 


3. 90 




C5HICL3N4 


1067 


OCTANOL 


275 


75 


3. 32 


3. 32 


m 


C5H1CL4NI 


1C68 


OCTANOL 


275 


75 


2.68 


2.68 


„ 


C5H2CL3N1 


1069 


OCTANOL 


2 75 


75 


2. 77 


2.77 




C5H2CL3N1 


1070 


OCTANOL 


275 


75 


3. 11 


3.11 


„ 


C5H2CL3N1 


1071 


OCTANOL 


275 


75 


2. 15 


2.15 




C5H3CL2N1 


1072 


OCTANOL 


275 


75 


2. 40 


2.40 


M 


C5H3CL2N1 


1073 


OCTANOL 


275 


75 


2.11 


2.11 




C5H3CL2N1 


1074 


OCTANOL 


275 


75 


2. 56 


2. 56 




C5H3CL2N1 


1075 


OCTANOL 


276 




1.42 


1.42 




C5H4BRIN1 


1076 




276 




1.60 


1 .60 




C5H48R1N1 




n r t iwni 

U L 1 ANUL 


276 




I ■ 54 


1 a 54 








nr T audi 




T g 


1 . 45 


1.45 






**■ it 


nrT AMni 
UU 1 ANUL 


275 


75 


1 .43 


1.43 




f <iH4r 1 1 Nl 


10 60 


r\ /- T A hlr",l 

UL 1 ANUL 


275 










L JntLL i (N 1 


10 8 1 


□c r ANUL 


2 76 




1 .27 


1.27 




l»5M4LL 1 IN I 


1082 


□ L T ANUL 


277 


14 


— 1 . 1 1 


—1.11 




c tu a ma n i 


1083 


N- BUTANOL 


253 


36 


— 0.27 






rsut ma n i 
. l.3M4N'f U I 


1084 


N-BUTANOL 


253 


36 


-0. 34 


—0. 99 




r euaul no 
^5n4N4 u c. 


1085 


OCTANOL 


277 


14 


-2. 92 


-2.92 




C5H4N403 




u m it tuni 

ri — BU f AriUL 


253 


36 


— C. 96 


-1.85 




C5H4N403 


1087 


OCTANOf 


227 




0.01 


0.01 




C5H4N4S1 


1088 


OCTANOL 


227 




0.01 


0.01 




C5H4N4S1 


1C89 


DIETHYL ETHER 


192 




0.55 


0.60 


- 


C5H403 


1090 


DIETHYL ETHER 


112 




0.58 


0.64 


A 


C5H403 


1091 


CHCL3 


112 




-0.54 


0.73 


A 


C5M403 


1092 


CHCL3 


278 




0.30 


1.55 


A 


C5H5F302 


1093 


CHCL3 


2 79 




0.29 


1.48 


A 


C5H5F302 


1094 


BENZENE 


2 79 




0.11 


1.52 


A 


C5H5F302 


1095 


CCL4 


2 79 




-0.14 


0.60 


N 


C5H5F302 


1C96 


HEXANE 


2 79 




-0.50 






C5H5F302 


1097 


0-CICL. BENZENE 


279 




-0.05 






C5H5F302 


1098 


OCTANOL 


218 




2.12 


2.12 




C5H5F502 


1099 


OCTANOL 


276 




0.64 


0.64 




C5H5N1 


1100 


OCTANOL 


255 




0.65 


0.65 




C5H5NI 



NAME 



ETHOXYETHANOL 

ETHOXYETHANOL 

ETHOXYETHANOL 

DI ETHYLENEGL YCOL 

GLYCEROL HONOM ETHYL ETHER 

GLYCEROL, MONOMETHYLETHER 

ERYTHRITOL 

BUTANETH10L 

01 ETHYL SULFIDE 

BUTYLAHINE 

BUTYLAHINE 

BUTYL AHINE 

BUTYLAHINE 

BUTYLAHINE 

BUTYLAHINE 

BUTYLAHINE 

BUTYLAHINE 

BUTYLAHINE 

BUTYLAHINE 

BUTYLAHINE 

BUTYLAHINE 

I-BUTYLAHINE 

T-8UTYLAH1NE 

DI ETHYLAH INE 

DI ETHYLAMINE 

DI ETHYLAHINE 

DI ETHYLAHINE 

DI ETHYLAHINE 

DI ETHYLAHINE 

DI ETHYLAHINE 

DIETHYL AHINE 

DI ETHYLAHINE 

DI ETHYLAHINE 

DI ETHYLAHINE 

DI ETHYLAHINE 

DI ETHYLAHINE 

DIETHYL AH I HE 

DI ETHYLAHINE 

DI ETHYLAHINE 

DI ETHYLAHINE 

DI ETHYLAMINE 

DI ETHYLAHINE 

DI ETHYLAHINE 

DI ETHYLAHINE 

DI ETHYLAHINE 

DIETHYLAHINE 

DI ETHANOLAM INE 

DI ETHANOLAM INE 

DIETHANOL AMINE 

DI ETHANOLAM INE 

PHOSPH0R00ITHIOTIC ACID, DIETHYL 
BUTYL PHOSPHATE 
BUTYL PHOSPHATE 

1- BUTYL PHOSPHATE 
DIETHYL PHOSPHATE 
DIETHYL PHOSPHATE 
DIETHYL PHOSPHATE 
DIETHYL PHOSPHATE 
DIETHYL PHOSPHATE 
DIETHYL PHOSPHATE 
TETRAHETHYLENEDI AM INE 
TETRAMETHYLENE DIAMINE 
TETRAHETHYLAMMON IUM HYDROXIDE 
2,3,4,5,6 PENTACHLOROP YR ID INE IPKA- -1. 001 
PURINE, 2, 6,8-TRIBROMO 

PURINE , 2,6, 8,-TRICHLORO 

2, 3, 5,6-TETRACHLOROPYRIDINE (PKA= -0.80) 
2,4,6-TRICHLOROPYRIDINE (PKA* -0.301 
2, 3,6-TRICHLOROPYRIOINE IPKA= -0.63) 
2,3,5-TRICHLOROPYRIDINE <PKA= 0.781 
2, 6-DI CHLDRP YR ID INE IPKA- 0.36) 
2,5-OICHLORPYRIDINE <PKA= 2.62) 
2,3-DICHLORPYRIDINE (PKA- 2.79) 
3,5-DICHLORPYRIDINE (PKA* 3.20) 

2- BROMOPYRIDINE 

3- BR0M0PYRIDJNE /PK.A= 2.84/ 

4- BROMOPYRIDINE 

2- CHLOROPYRIOINE (PKA = 3.33) 

3- CHLOROPYRIDINE ( PKA= 4.28) 

4- CHLOROPYRIDINE (PKA= 4.571 
2-CHLOROPYRIOINE 
HYPOXANTHINE 
KYPOXANTHINE 

XANTHINE 
URIC ACID 
URIC ACIO 

HERCAPTDPURINE/PURINE-6-TH10L/I 755) 

6-PURINETHIOL HYDRATE (NCS755I ( PKA= 7.80) 

FURANE-2-CARB0XYL IC ACID 

FU RANE-2-CAR80XYL IC ACID 

FURANE-2-CARB0XYLIC AC ID 

TRIFLUOROACETYL ACE TONE 

TR IFLUOROACETYLACETONE 

TR IFLUOROACETYL ACE TONE 

TR IFLUOROACETYLACETONE 

TR IFLUOROACETYLACETONE 

TRIFLUOROACETYL ACETONE 

PENTAFLUOROPROPIONIC ACIO, ETHYL ESTER 

PYRIDINE /PKA - 5.23/ 

PYRIDINE 
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NO. SOLVENT REF FOOT 

NOTE 



1101 


01 ETHYL ETHER 


3 




1102 


CHCL3 


280 




1103 


OILS 


173 




1104 


BENZENE 


183 




1105 


BENZENE 


281 




1106 


BENZENE 


66 




11C7 


1 -BUTANOL 


4 




11C8 


XYLENE 


46 




1109 


TOLUENE 


188 




1110 


OCTANOL 


275 


75 


11U 


DIETHYL ETHER 


248 




1112 


CHCL3 


248 




1113 


DIETHYL ETHER 


248 




111* 


CHCL3 


248 




1115 


OCTANOL 


218 




1116 


OCTANOL 


277 


14 


1117 


N-BUTANOL 


253 


36 


1118 


N-BUTANOL 


253 


36 


1119 


N-BUTANOL 


253 


36 


1120 


N-BUTANOL 


253 


36 


1121 


N-BUTANOL 


253 


36 


1122 


OCTANOL 


227 




1123 


DIETHYL ETHER 


3 




1124 


I-BUTANOL 


4 




1125 


OCTANOL 


276 




1126 


OCTANOL 


276 




1127 


CHCL3 


282 


12 


1128 


OCTANOL 


276 




1129 


OCTANOL 


235 


70 


1130 


OCTANOL 


283 




1131 


N-BUTANOL 


253 


36 


1132 


DIETHYL ETHER 


3 




1133 


DIETHYL ETHER 


212 




1134 


DIETHYL ETHER 


207 




1135 


I-6UTAN0L 


4 




1136 


ME-I-BUT. KETONE 


195 




1137 


OILS 


284 




1138 


OCTANE 


2 56 




1139 


N-BUTANOL 


253 


36 


1140 


N-BUTANOL 


253 


36 


1141 


OCTANOL 


186 




1142 


OCTANOL 


218 




1143 


OCTANOL 


134 




1144 


OCTANOL 


217 




1145 


CHCL3 


217 




1146 


OILS 


259 




1147 


OILS 


259 




1148 


CHCL3 


285 




1149 


BENZENE 


286 


4 


1150 


BENZENE 


287 




1151 


DIETHYL ETHER 


3 




1152 


DIETHYL ETHER 


207 




1153 


DIETHYL ETHER 


112 




1154 


DIETHYL ETHER 


46 




1155 


CHCL3 


112 




1156 


CHCL 3 


46 




1157 


I-BUTANOL 


4 




1158 


XYLENE 


46 




1159 


DIETHYL ETHER 


288 




1160 


I-BUTANOL 


4 




1161 


PRIM. PENTANOLS 


48 




1162 


OLEYL ALCOHOL 


5 




1163 


DIETHYL ETHER 


212 




1164 


DIETHYL ETHER 


207 




1165 


DIETHYL ETHER 


194 




1166 


DIETHYL ETHER 


46 




1167 


CHCL3 


46 




1168 


N-BUTANOL 


194 




1169 


I-BUTANOL 


4 




1170 


ETHYL ACETATE 


194 




1171 


ME- I-BUT. KETONE 


195 




1172 


OLEYL ALCOHOL 


5 




1173 


S-PENTANOLS 


195 




1174 


OILS 


264 




1175 


OILS 


264 




1176 


OILS 


209 




1177 


BENZENE 


29 




1178 


TOLUENE 


29 




1179 


OCTANOL 


227 




1 180 


DECANOL 


289 




1 181 


CHCL3 


67 






PTHYI ATFTATF 


67 




1183 


OILS 


290 




1184 


OCTANOL 


260 




1185 


OCTANOL 


255 




1186 


OILS 


239 




1187 


OILS 


240 




1188 


OILS 


264 




1189 


OILS 


264 




1190 


PARAFFINS 


241 




1191 


OILS 


258 




1192 


OILS 


259 




1193 


OILS 


258 




1194 


BENZENE 


245 


12 


1195 


CCL4 


245 




1196 


CS2 


245 




1197 


DIETHYL ETHER 


3 




1198 


DIETHYL ETHER 


207 




1199 


I-BUTANOL 


4 




1200 


OCTANOL 


186 





LOGP 


LOGP 




EMPIRICAL 


SOLV 


OCT 




FORMULA 


O.OB 


0.92 


8 . 


C5H5N1 


1.43 


0.81 


8 


C5H5N1 


-0.02 


0.42 


8 


C5H5N1 


0.42 


0.84 


8 


C5H5N1 


0.39 


0.82 


e 


C5M5N1 


0.44 


0.85 


B 


C5H5N1 


0.86 


0.70 




C5H5N1 


0.31 


0.92 


B 


C5H5N1 


0.16 


0.77 


8 


C5H5N1 


1.04 


1.04 


* 


C5H5NI 


-1.82 


-0.75 


B 


C5H5N101 


-1.21 


0.12 


A 


C5H5N101 


-0.32 


-0.16 


A 


C5H5N101 


-1.40 


-0.06 


A 


C5H5N101 


-1.69 


-1.69 


a 


C5H5N101 


-0.16 


-0.16 


* 


C5H5N5 


0.33 


-0.07 




C5H5N5 


0.44 


0.09 




C5H5N5 


-0.35 


-1.00 




C5H5N501 


-0.55 


-1.28 




C5H5N501 


-0.32 


-0.96 




C5H5N5S1 


-0.07 


-0.07 


-* 


C5H5N5S1 


-0.11 


0.75 


8 


C5H6N2 


0.65 


0.41 




C5H6N2 


0.11 


0.11 


■ 


C5H6N2 


0.2a 


0.28 


■ 


C5H6N2 


-0.70 


-0.97 




C5H6N2 


0.16 


0.16 


■ 


C5H6N2 


0.22 


0.22 


m 


C5H6N201S1 


-1.20 


-1.20 


m 


C5H6N202 


0.05 


-0.44 




C5H6N202 


-0.62 


-0.43 


A 


C5H604 


-0.45 


-0.28 


A 


C5H604 


-0.48 


-0.31 


A 


C5H604 


0.28 


-0.11 




C5H604 


-0.26 


-0.30 




C5H604 


-0.32 


0.53 


B 


C5H7N301 


-0.39 






C5H7N302 


-0.79 


-1.61 




C5H7N501 


-0.02 


-0.54 




C5H7N5S1 


1.98 


1.98 


« 


C5H8 


-0.68 


-0.68 


w 


C5H8N203 


-0.16 


-0.16 


m 


C5H8N4Q1SI 


0.13 


0.13 


■ 


C5H8N403S2 


-1.40 






C5H8N403S2 


1.83 


1.95 


B 


C5H801 


1.94 


2.04 


B 


C5H801 


0.77 


1.90 


A 


C5H802 


0.76 


2.14 


A 


C5H802 


0.90 


2.25 


A 


C5HB02 


-0.58 


-0.39 


A 


C5H803 


-0.64 


-0.45 


A 


C5H803 


-0.64 


-0.45 


A 


C5H803 


-0.49 


-0.31 


A 


C5H803 


-1.19 


0.14 


A 


C5H803 


-1.32 


0.02 


A 


C5H603 


0.08 


-0.39 




C5H803 


-1.90 


-0.27 


A 


C5H803 


0.44 


0.50 


A 


C5H804 


0.69 


0.46 




CSH804 


0.71 


0.60 




C5H804 


-0.31 


0.26 




C5HS04 


-0.55 


-0.37 


A 


CSH804 


-0.57 


-0.39 


A 


C5H804 


-0.60 


-0.40 


A 


C5HB04 


-0.47 


-0.29 


A 


C5H804 


-1.81 


-0.43 


A 


C5H804 


0.21 


-0.25 




C5H804 


0.30 


-0.08 




C5H804 


-0.18 


-0.24 




C5HB04 


-0.45 


-0.47 




CSH804 


-0.96 


-0.39 




C5H804 


0.16 


-0.13 




C5H804 


-0.03 


1.16 


A 


C5H98R1N202 


-0.43 


0.80 


A 


CSH98R1N202 


0.55 


1.75 


A 


C5H98R102 


0.50 


1.89 


A 


C5H9BR102 


0.38 


1.68 


A 


C5H9BR102 


1.53 


1.53 


z 


C5H9CL2N302 


1.39 






C5H9CL2N302 


-2.20 






C5H9N103 


-1.25 


-1.40 




C5H9N103 


-0.87 


0.40 


A 


C5H9N103 


0.13 


0.13 


m 


C5H9N1S1 


2.03 


2.03 


m 


C5H9N1S1 


1.99 


2.10 


B 


C5H9N309 


1.38 


2.44 


A 


C5H9N3010. 


-0.20 


1.00 


A 


C5H10BR1N1O1 


-0.62 


0.63 


A 


C5H108R1N101 


-2.22 






C5H10N2S1 


0.30 


0.69 


B 


C5H1001 


1.20 


1.43 


B 


C5H1001 


-0.21 


0.26 


B 


C5H1001 


1.52 


1.60 


B 


C5H1002 


1.59 


1.39 


B 


C5K1002 


1.30 






C5H1002 


1.51 


1.44 


A 


C5H1002 


1.11 


1.09 


A 


C5H10Q2 


1.50 


1.60 




C5H1002 


1.21 


1.21 


m 


C5H1002 



NAME 



PYRIDINE 
PYRIDINE 
PYRIDINE 
PYRIDINE 
PYRIDINE 
PYRIDINE 
PYRIDINE 
PYRIDINE 
PYRIDINE 

PYRIDINE IPKA- 4.90) 
2- HYDROXY PYRIDINE 

2- HYDROXYPYR ID INE 

3- HYDROXY PYRIDINE 
3-HYDR0XYPYRIDINE 
PYRIDINE* 1-0 XI DE 
ADENINE 
ADENINE 
ADENINE 
GUANINE 
ISOGUANINE 
2-THIOADENINE 

THIOGUANIN6/2-AHINOPUR INE- 6- THIOL/1752) 
2-AMINOPYR IDINE 

2- AHINOPYRIDINE 

3- AMINOPYRIDINE /PKA • 5.98/ 

4- ANINOPYRIDINE /PKA - 9.17/ 
4- AMINOPYRIDINE 
4-METHYLPYRIMIOINE 

4-HYDROXY- 2-METHYLTHIO-PYR IM IDI NE/2-ME THIOURAC IL/ 

1- METHYLURAC IL 
THYMINE 

CITRACONIC ACID 
ITACONIC ACID 
ITACQNIC ACID 
ITACONIC ACID 
ITACONIC ACID 

3. 5- DI METHYL-4-N ITROSOPYRAZOLE 

2- ETHYL-5-N I TRO IMIDAZOLE 

4. 6- 01 AM IN0-5-F0RH AM I DO-P YR I HI D I NE 
4,6-DIAMIN0-5-TH10F0RMAMID0-PYRIMIDINE 

1- PENTYNE 

UREA, 1,3-DIACETYL 

3- METHI0-4-AM IN0-6-ME- 1. 2, 4-TR I AZI NE-5-0NE 

2- ACETYLlHIN0-3-ME-l.3,4-THIADlAZ0LE-5-SULF0NAMI0E 
2-ACETVLIMINO-3-ME-1.3.4-THIADIAZ0LE-5-SULFONAMIOE 
CYCLOPROPYL VINYL ETHER 

t-PROPENYL VINYL ETHER 
ACETYLACETONE 
ACETYLACETONE 
ACETYLACETONE 

LEVULINIC ACID/B-ACETYLPROPIONIC ACID/ 

LEVULINIC ACID/B-ACETYLPROPIONIC ACIO/ 

LEVULINIC ACID/B-ACETYLPROPIONIC ACID/ 

LEVULINIC ACID/B-ACETYLPROPIONIC ACID/ 

LEVULINIC ACID/B-ACETYLPROPIONIC ACID/ 

LEVULINIC ACID/B-ACETYLPROPIONIC ACIO/ 

LEVULINIC ACID/B-ACETYLPROPIONIC ACID/ 

LEVULINIC ACID/B-ACETYLPRDPIONIC ACIO/ 

01 METHYLMALONIC ACID 

D I METHYLMALONIC ACID 

D I METHYLMALONIC ACID 

D I METHYLMALONIC AC ID 

GLUT ARIC ACID 

GLUTARIC ACID 

GLUTARIC AC ID 

GLUTARIC ACID 

GLUTARIC ACID 

GLUTARIC ACID 

GLUTARIC ACID 

GLUTARIC ACID 

GLUTARIC ACID 

GLUTARIC ACID 

GLUTARIC ACID 

A-BROMO-I-BUTYRYLUREA 

A- 8RDM0 BUT YRL UREA 

A- BROMO VALERIC ACID 

A-BROMOVALERIC ACID 

A-BRDMOVALER IC ACID 

I. 3-BIS(2-CHL0R0ETHYL l-l-NITROSOUREA (NCS 409962) 
li3-BIS(2-CHL0R0ETHYL (-1-NITR0S0URE A (409962) 
A-AMINOPROPIONIC ACID, N-ACETYL 
A-AMINOPROPIONIC ACID, N-ACETYL 

0- ETHYL CARBAMATE, N-ACETYL 
2-AZACYCLOHEXANTHIONE 
THIOCYANIC ACIO, BUTYL ESTER 
1, 2, 3-PENTANETRIOL TRIN ITRATE 
PENTAERYTHRITOL TRINITRATE 
A- BROMO- l-VAL ERAM I DE 
A-BROMOVALERANIDE 

IM IDAZOL I DONE, N-ETHYL- 2- THIO/N-ETHYLE THYLENE THIOUREA 
ALLYL ETHYL ETHER 
CYCLOPROPYL ETHYL ETHER 

1- PROPENYL ETHYL ETHER 
ACETIC ACIO, PROPYL ESTER 
ACETIC ACID, PROPYL ESTER 
ACETIC ACID, PROPYL ESTER 
ACETIC ACID, TRIM ETHYL 
ACETIC ACIO.TRlMETHYfc 
ACETIC ACID, TR1METHYL 
PROPIONIC ACID, ETHYL ESTER 
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NO. 


SOLVENT 


REF FOOT 


LOGP 


LOGP 




EMPIRICAL 


NAME 








NOTE 


SOLV 


OCT 




FORMULA 




1201 


DIETHYL ETHER 


190 




1.24 


1.20 


A 


CSH10O2 


VALERIC ACID 


1202 


DIETHYL ETHER 


46 




1.17 


1.15 


A 


C5H10O2 


VALERIC ACID 


1203 


DIETHYL ETHER 


49 




1.36 


1.31 


A 


C5H10O2 


VALERIC ACID 


1204 


CHCL3 


29 




0.34 


1.53 


A 


C5H1002 


VALERIC ACID 


1205 


CHCL3 


46 




0.32 


1.51 


A 


CSH1002 


VALERIC ACID 


1206 


OILS 


209 




0.48 


1.69 


A 


C5H10O2 


VALERIC ACID 


12C7 


OILS 


220 




0.41 


1.57 


A 


C5H1002 


VALERIC ACID 


1208 


BENZENE 


44 




-0.05 


1.32 


A 


C5H10O2 


VALERIC ACID 


1209 


BENZENE 


29 




-0.09 


1.32 


A 


C5H1002 


VALERIC ACID 


1210 


N-6UTAN0L 


190 




1.36 


1.45 




C5H1002 


VALERIC ACID 


1211 


I-BUTANOL 


1 84 




1.39 


1.45 




C5H1002 


VALERIC ACID 


1212 


SEC-BUTANOL 


190 




1.06 


0.99 




C5H10O2 


VALERIC ACID 


1213 


XYLENE 






-0.33 


1.43 


A 


C5H1002 


VALERIC ACID 


1214 


TOLUENE 


29 




-0.20 


1.37 


A 


C5H10O2 


VALERIC ACID 


1215 


PRIM. PENTANOLS 


190 




1.55 


1.60 




C5H10O2 


VALERIC ACID 


1216 


PRIM. PENTANOLS 


184 




1.40 


1.50 




C5H1002 


VALERIC ACID 


1217 


2-BUTANONE 


190 




1.01 


1.40 




CSH1002 


VALERIC ACID 


12 18 


OCTANE 


60 


47 


-1.18 






C5H1002 


VALERIC ACID 


1219 


S-PENTANOL S 


190 




1.44 


1.35 




C5H10O2 


VALERIC ACID 


1220 


PARAFFINS 


291 


12 


-2.54 






CSH1002 


VALERIC ACID 


1221 


DODECANE 


60 


47 


-1.25 






C5H1002 


VALERIC ACID 


1222 


HEXADECANE 


60 


47 


-1.31 






C5H1002 


VALERIC ACID 


1223 


CHCL3 


4B 




0.21 


1.40 


A 


C5H10O2 


I-VALERIC ACID 


1224 


CHCL3 


_ 




0.17 


1.37 


A 


C5H10O2 


I-VALERIC ACID 


1225 


OILS 


209 




0.27 


1.51 


A 


CSH1002 


I-VALERIC ACID 


1226 


BENZENE 


29 




-0.23 


1.19 


A 


C5H1002 


I-VALERIC ACID 


1227 


I-BUTANOL 


4 




1.30 


1.32 




C5H10O2 


I-VALERIC ACID 


122B 


I-BUTANOL 


48 




1.13 


1.08 




C5H1002 


I-VALERIC ACID 


1229 


XYLENE 


48 




-0.31 


1.48 


A 


C5H10O2 


I-VALERIC ACID 


1230 


TOLUENE 


29 




-0.35 


1.24 


A 


C5H10O2 


I-VALERIC ACID 


1231 


NITROBENZENE 


48 




0.07 


0.93 




C5H1002 


I-VALERIC ACID 


1232 


PRIM. PENTANOLS 


48 




1.13 


1.13 




C5H1002 


I-VALERIC ACID 


1233 


CCL4 


48 




-0.54 






C5H1002 


I-VALERIC ACID 


1234 


0-NITROTOLUENE 


48 




-0.05 






C5H10O2 


I-VALERIC ACID 


1235 


XYLENE 


46 




-0.10 


1.67 


A 


C5H10O2 


I-VALERIC A1CD 


1236 


DIETHYL ETHER 


3 




-1.39 


-1.10 


A 


C5H1004 


GLYCEROL MONOACETATE/MONAC ET IN/ 


1237 


OILS 


214 


12 


-1.22 


0, 10 


A 


C5H1004 


GLYCEROL MONOACETATE/MONAC ET IN/ 


12 38 


OILS 


70 




-1.1B 


0. 14 


A 


C5H10Q4 


GLYCEROL MONOACETATE/MONAC ET IN/ 


12 39 


I-8UTANOL 


4 




-1.72 


-2.92 




CSH1005 


ARABINOSE 


1240 


□CTANDL 


277 


14 


-2.32 


-2. 32 




C5H1O05 


RI BOSE 


1241 


nr t anoi 


186 




2.33 


2.33 


m 


C5H11F1 


1-FLUOROPENTANE 


1242 


Of TANfll 


218 




0. 85 


0. 85 


m 


C5H11N1 


PI PERI DINE 


1243 


DIETHYL ETHER 


3 




- 0. 24 


0.64 




C5H1 INI 


PI PERI DINE 


1244 


DIETHYL ETHER 


46 




-0. 18 


0.69 


B 


C5H11N1 


PI PERI DINE 


1245 


CHCL3 


46 




0,92 


0, $6 


s 


C5H11N1 


PI PERI DINE 


1246 


BENZENE 


1 83 




-0.06 


0.51 


B 


C5H11N1 


PI PERI DINE 


1247 


I-BUTANOL 


4 




0. 78 


0.59 




C5H11N1 


PI PERIDINE 


1248 


XYLENE 


46 




0.03 


0.63 


B 


C5H11N1 


PI PERIDINE 


1249 


CCL4 


234 


12 


-0. 82 






C5H11N101 


DIMETHYLPRDP IONAMIDE 


1250 


OCTANOL 


218 




-0.33 


-0.33 




C5H11N1Q1 


MORPHQL INEt V-METHYL 


1251 


OILS 


82 




-1.15 


0.19 


A 


C5M11N101 


VALERAMIDE 


12S2 


OILS 


292 


1 2 


-0.50 


0.73 


A 


C5H11N101 


VALERAM IDE 


1253 


OLEYL ALCOHOL 


82 




-0.52 


0.05 




C5HUN101 


VALERAMIDE 


1254 


DIETHYL ETHER 


3 




-0.77 


0.17 


g 


C5H11N101 


I-VALERAMI DE 


1255 


OILS 


2 




-1.64 


-0.30 


A 


C5H11N101 


I-VALERAMIDE 


1256 


N-8UTANOL 


225 




-0.98 


-2.02 




C5HUN102 


A- AMINOVALERIC AC I D/NORVAL INE/ 


1257 


SEC-BUTANOL 




19 


-0.54 


-1. 26 




C5HHN1Q2 


A-AHINOVALERIC AC I D/NDRVAL INEZ 


12 58 


OILS 


293 




0.73 


1.85 


A 


C5KllNi02 


0- I-BUT YLCAR8AMATE 


12 59 


N-8UTANOL 


225 




-1.14 


-2. 10 




C5H11N102 


VALINE 


1260 


CCL4 


294 




0,00 






C5H11N1S2 


N» N-DI ETHYLDITHI0CARBAM1C ACID 


1261 


N-BUTANOL 


295 


52 


-0.47 


-1.17 




C5H12CLLN102 


VALINE HYDROCHLORI DE 


1262 


N-BUTANOL 


295 


52 


-0.40 


-1.07 




C5H12CL1N10251 


METHIONINE HYDROCHLORIDE 


1263 


OILS 


2 




-2.12 


-0. 70 


A 


C5H12N201 


N* N-DIETHYLUREA 


1264 


DIETHYL ETHER 


3 




-1.72 


-0.50 


B 


C5H12N201 


DI ETHYLUREAr UNSYM* 


1265 


SEC-BUTANOL 


84 


19 


-1.70 


-2.89 




C5H12N202 


ORNITHINE 


1266 


OCTANOL 


2 16 




1.40 


1.40 


m 


CSH12Q1 


PE NT ANOL 


1267 


OILS 


201 




0.36 


1.52 


A 


C5H1201 


PENT AN OL 


1268 


BENZENE 


231 




0.19 


1.56 


A 


C5H1201 


PENT ANOL 


1269 


CCL4 


234 


1 2 


0.36 






C5H12Q1 


PENT ANOL 


1270 


OCTANE 


59 




-0.19 






C5H1201 


PENT ANOL 


1271 


OODECANE 


59 




-0.31 






C5H1201 


PENT ANOL 


1272 


HEXADECANE 


59 




-0. 39 






C5H1201 


PENT ANOL 


1273 


OCTANOL 


216 




1.16 


1.16 


m 


C5H1201 


I -PENT ANOL 


1274 


DIETHYL ETHER 


3 




1.28 


1.24 


A 


C5H1201 


I- PENT ANOL 


1275 


OILS 


173 




0.26 


1.43 


A 


C5H12Q1 


I-PENT ANOL 


1276 


OILS 


101 




0. 33 


1. 52 


A 


C5H12Q1 


I- P£HT ANOL 


1277 


OILS 


201 




0,32 


1.48 


A 


C5H12Q1 

v3nlbU 1 


I- PENT ANOL 


1278 


OILS 


201 




0.17 


1.34 


A 






1279 


OILS 


201 




0. 20 


1,37 


A 


C5H1201 


3-PFNT A ND1 


1280 


OCTANOL 


186 




1.36 


1,36 




f"<5Hl 2D1 




12 81 


nr T AMni 


80 




0. 89 


0, 89 




L J~ lc U 1 


DonoAuni 9-ctwvi /t.auvi * i mum i 


r|?? 




173 




—0.21 


1 .05 


* 


C5H 1 2Q1 


2- PROP ANOL f 2- ETHYL /T— AM YL ALCOHOL/ 






224 






« * W 






3-DonoAkini i.cTuvi /y_auvi «i rnuni i 
C~ KKUr ArtUL t fi~t 1 MYLr I™ AM YL ALCUHUL/ 




OILS 


296 




0. 15 


1.33 


* 


C5H 120 1 


2- PROP ANOL » 2~ ETHYL /T-AMYL ALCOHOL/ 


1285 


OILS 


201 




—0. 04 


1,15 


A 


C5H 1201 


Z—PKDr ANUL t Z-eTHYL /T-AMYL ALCOHOL/ 


1286 


DC TANOL 


218 




0. 84 


0. 84 






DT FTHnXVMFTWAM F 


1287 


DIETHYL ETHER 


2 




-1.26 


-0. 99 


A 


C5H1202 


1. 5-PENTANEDIOL 


1288 


OILS 


2 




-2.21 


-0.78 


A 


C5H1202 


li 5-PENTANEDIOL 


1289 


DIETHYL ETHER 


3 




-1.43 


-1.14 


A 


C5H1203 


DI ETHYLENE GLYCOL MONOMETHYL ETHER 


1290 


OILS 


2 




-2.38 


-0.93 


A 


C5H1203 


DI ETHYLENE GLYCOL MONOMETHYL ETHER 


1291 


DIETHYL ETHER 


3 




-1.58 


-1.27 


A 


C5H1203 


GLYCERYL-A-HONO ETHYL ETHER 


1292 


OILS 


2 




-2.13 


-0.71 


A 


C5H1203 


GLYCER YL-A-MONOETHYL ETHER 


1293 


I-BUTANOL 


4 




-0.85 


-1.70 




C5H1204 


PENTAERYTHRITOL 


1294 


XYLENE 


46 




0.44 


1.05 


B 


C5H13N1 


AH YL AMINE 


1295 


DIETHYL ETHER 


3 




0.30 


1.13 


8 


C5H13N1 


I-AMYLAMINE 


1296 


OCTANOL 


218 




1.33 


1.33 




C5H13N1 


METHYLBUTYLAH INE 


1297 


OI-BUTYL ETHER 


236 


17 


-0.14 






C5H1304P1 


AMYL PHOSPHATE 


1298 


OCTANOL 


297 


46 


-3.00 


-3.00 




C5H14I1N1 


TR IMETHYL-ETHYL-AMMON I UM IODIDE 


1299 


DIETHYL ETHER 


3 


12 


-2.56 


-1.42 


8 


C5H14N2 


PENT AMETHYLENEDIAM INE 


1300 


I-BUTANOL 


4 




0.16 


-0.28 




C5H14N2 


PENT AM ETHYL ENED I AM INE 
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NO. 


SOLVENT 


REF 


FOOT 


LOGP 


LOGP 




EMPIRICAL 








NOTE 


SOLV 


OCT 




FORMULA 


1301 


□CTANOL 


298 




3.22 


3.22 




C5H14S11 


1302 


OCTANOL 


56 




2.22 


2.22 


a 


C6F6 


1303 


□CTANOL 


206 


27 


4.17 






C6H1CL4N3 


1304 


HEXANE 


299 




0.18 






C6H1CL4N3 


1305 


OCTANOL 


.56 


49 


5.01 


5.01 


- 


C6H1CL501 


1306 


HEXANE 


299 




2.15 






C6H1CL501 


1307 


CYCLOHEXANE 


300 




-0.52 






C6H1F501 


1308 


HEXANE 


299 




-0.30 






C6H1F501 


1309 


OLEYL ALCOHOL 


300 




2.37 


2.91 




C6H1F501 


1310 


OLEYL ALCOHOL 


300 




2.09 


2,64 




C6H2F401 


1311 


OI-I-PR. KETONE 


93 


46 


-1.48 






C6H2KIN307 


1312 


Ol-I-PR. KETONE 


93 


46 


-1.62 






C6H2N3NA107 


1313 


HEXANE 


299 




-1.30 






C6H3CL1N402 


1314 


OCTANOL 


56 




3.72 


3. 72 


m 


C6H3CL301 


1315 


OCTANOL 


9 




3.06 


3.06 


s 


C6H3CL301 


1316 


OCTANOL 


56 




3. 69 


3.69 


s 


C6H3CL301 


1317 


CYCLOHEXANE 


300 




-0. 15 






C6H3F301 


1318 


OLEYL ALCOHOL 


300 




.1.98 


2.53 




C6H3F301 


1319 


CHCL3 


47 




1. 20 


2.31 


A 


C6H3N3Q1 


1320 


OCTANOL 


218 




2.03 


2.03 




C6H3N3Q7 


1321 


BENZENE 


33 


12 


1.69 


3.02 


A 


C6H3N307 


1322 


N-BUTANOL 


253 


36 


0.96 


0. 82 




C6H3N307 


1323 


TOLUENE 


42 




0. 88 


2.35 


A 


C6H3N307 


1324 


TOLUENE 


36 


12 


1. 71 


3. 08 


A 


C6H3N307 


1325 


PRIM. PENTANOLS 


182 




1. 85 


2.01 




C6H3N307 


13 26 


S-PENTANOLS 


195 


12 


0.82 


0. 63 




C6H3N307 


1327 


TETRAL IN 


246 




2. 04 






C6H3N307 


1328 


BRCHOFORH 


47 




0.04 






C6H3N307 


1329 


OCTANOL 


10 




2.64 


2.64 




C6H4BR1N102 


1330 


OLEYL ALCOHOL 


124 




2.01 


2.56 




C6H4BR201 


1331 


OCTANOL 


10 




2.39 


2.39 


1 


C6H4CL1N1Q2 


1332 


OCTANOL 


10 




2.46 


2.46 


m 


C6H4CL1N102 


1333 


OCTANOL 


301 




2.24 


2.24 


M 


C6H4CL1N102 


1334 


OCTANOL 


301 




2.41 


2.41 




C6H4CLIN102 


1335 


OCTANOL 


301 




2.41 


2.41 




C6H4CL1N102 


1336 


OCTANOL 


301 




3.38 


3.36 




C6H4CL2 


1337 


OCTANOL 


301 




3.38 


3.38 




C6H4CL2 


133S 


OCTANOL 


301 




3.39 


3.39 




C6H4CL2 


1339 


OLEYL ALCOHOL 


124 




2.54 


3.08 




C6H4I201 


1340 


OCTANOL 


283 


73 


-0.84 


-0.84 




C6H4N1NA103 


1341 


OCTANOL 


283 


71 


-1.31 


-1.31 




C6H4N1NA103 


1342 


OCTANOL 


10 




1.49 


1.49 


SI 


C6H4N204 


1343 


OCTANOL 


301 




1.49 


1.49 




C6H4N2Q4 


1344 


OCTANOL 


301 




1.58 


1.58 


■ 


C6H4N204 


1345 


OCTANOL 


10 




1.46 


1.46 




C6H4N204 


1346 


OCTANOL 


301 




1.49 


1.49 




C6H4N2Q4 


1347 


OCTANOL 


218 




1.51 


1.51 




C6H4N205 


1348 


OCTANOL 


302 




1.54 


1.54 




C6H4N205 


1349 


OILS 


173 


12 


1.35 


■2.38 


A 


C6H4N205 


1350 


HEXANE 


299 




0.55 






C6H4N205 


1351 


OCTANOL 


186 




1.75 


1.75 


* 


C6H4N205 


13!2 


OCTANOL 


218 




1.75 


1.75 


* 


C6H4N205 


1353 


OCTANOL 


186 




1.25 


1.25 


* 


C6H4N205 


1354 


OCTANOL 


218 




1. 18 


1.18 


• 


C6H4N205 


1355 


OCTANOL 


218 




2.32 


2.32 


■ 


C6H4N205 


1356 


OCTANOL 


218 




2.36 


2.36 


M 


C6H4N205 


1357 


□CTANOL 


218 




-0.13 


-0.13 




C6H4N4 


1358 


OCTANOL 


206 


27 


1.95 






C6H4N402 


1359 


HEXANE 


299 




-2.60 






C6H4N402 


1360 


OCTANOL 


238 




0.20 


0.20 


■ 


C6H402 


1361 


DIETHYL ETHER 


3 




-0.49 


0. 39 


B 


C6H402 


1362 


01 ETHYL ETFER 


303 




-0.51 


0.40 


6 


C6H402 


1343 


CYCLOHEXANE 


304 




-0.39 






C6H402 


1364 


OILS 


305 




0.27 


0.69 


B 


C6H402 


1365 


OCTANOL 


10 




2. 99 


2. 99 


* 


C6H5BR1 


1366 


OCTANOL 


10 




2.63 


2. 63 




C6H5BR101 


1367 


CYCLOHEXANE 


124 




-0.52 


2. 59 




C6H56R101 


1368 


METH. DECANOATE 


124 




2. 12 




C6H58R101 


1369 


OLEYL ALCOHOL 


124 




2.02 


2.57 




C6H5BR101 


1370 


OCTANOL 


10 




2.35 


2.35 




C6H5BR101 


1371 


CYCLOHEXANE 


124 




0.26 






C6H5BR101 


1372 


METH. DECANOATE 


124 




1.48 


1.93 




C6H5BR101 


1373 


OLEYL ALCOHOL 


124 




1.36 


1.91 




C6H5BR101 


1374 


OCTANOL 


10 




2.59 


2.59 


■ 


C6H58R101 


1375 


CYCLOHEXANE 


56 




-0.09 






C6H5BR101 


1376 


OLEYL ALCOHOL 


124 




2.23 


2.77 




C6H5BR101 


1377 


OCTANOL 


10 




2.84 


2.84 




C6H5CL1 


1378 


OCTANOL 


217 


07 


1.91 


1.91 


a. 


C6H5CL1N204SI 


1379 


CHCL3 


217 


07 


0.03 


1.21 


A 


C6H5CL1N204S1 


1380 


OCTANOL 


10 




2.50 


2.50 




C6H5CL101 


1381 


□CTANOL 


301 




2.47 


2.47 




C6H5CL101 


1362 


CYCLOHEXANE 


124 




-0.70 






C6H5CL101 


1383 


METH. DECANOATE 


124 




1.96 


2.43 




C6H5CL101 


1384 


OLEYL ALCOHOL 


124 




1.76 


2.31 




C6H5CL101 


1385 


OCTANOL 


10 




2.15 


2.15 


B 


C6H5CL101 


1386 


OCTANOL 


301 




2. 19 


2.19 


« 


C6H5CL101 


1387 


CYCLOHEXANE 


124 




0.08 






C6H5CL101 


1388 


METH. DECANOATE 


124 




1.34 


1.79 




C6H5CL101 


1389 


OLEYL ALCOHOL 


124 




1.23 


1.78 




C6H5CL101 


1390 


OCTANOL 


10 




2.39 


2.39 




C6H5CL101 


1391 


OCTANOL 


301 




2.44 


2.44 




C6H5CL101 


1392 


CYCLOHEXANE 


124 




-0.70 






C6H5CL101 


1393 


CYCLOHEXANE 


56 




-0.26 






C6H5CL101 


1394 


METH. DECANOATE 


124 




2.16 


2.65 




C6H5CL101 


1395 


OLEYL ALCOHOL 


124 




2.02 


2.57 




C6H5CL101 


1396 


OCTANOL 


268 




2.78 


2.78 




C6H5CL2N1 


1397 


OCTANOL 


268 




2.69 


2.69 




C6H5CL2N1 


1398 


OCTANOL 


217 


07 


1.44 


1.44 




C6h5CL2N102Sl 


1399 


CHCL3 


217 


07 


0.52 


1.64 


A 


C6H5CL2N102S1 


1400 


OCTANOL 


10 




2.27 


2.27 




C6H5F1 



NAME 



SI LANE* 01 METHYL-PROP YL 

HEXAFLUOROBENZENE 

4,5.6. 7— TETRACHL0R08ENZ0TR IAZOLE 

4. 5,6. 7-TETRACHLOROBENZOTRIAZOLE 

PENTACHLOROPHENOL 

PENT ACHLORQPHENOL 

PENTAFLUQROPHENOL 

PENTAFLUOROPHENOL 

PENTAF LUOROPHENOL 

TETRAFLUOROPHENOL 

POTASSIUM PICRATE 

SODIUM PICRATE 

5- CHL0R0-4-NITRDBENZ0TR IAZOLE 

2. 4. 5- TRICHLOROPHENOL 
2, 4, 6-TRI CHLOROPHENOL 

2.4.6- TRICHLOROPHENOL 
TRIFLUOROPHENOL 

TR IFLUOROPHENOL 

2.4,6-TRINITR0PHEN0L/PICRIC AC 10/ 

2,4.6-TRINITROPHENOL/PICRIC AC 10/ 

2,4,6-TRINITROPHENOL /PICRIC ACID/ 

2,4,6-TRINITROPHENOL/PICRIC ACID/ 

2.4.6-TRINITROPHENOL/PICRIC ACID/ 

2,4,6-TRINITROPHENOL/PICRIC ACID/ 

2,4,6-TRINITROPHENOL /PICRIC ACID/ 

2,4,6-TRINITROPHENOL/PICRIC ACID/ 

2,4,6-TRINITROPHENOL/PICRIC ACID/ 

2,4,6-TRINITROPHENOL/PICRIC ACID/ 

BENZENE, 3-BROMO- l-N ITRO 

2, 4-DI 8R0M0PHENDL 

BENZENE, 4-CHL0R0- l-N ITRO 

BENZENE, 3-CHLORD-l-N ITRO 

BENZENE, 2-CHLORO-l-NI TRO 

BENZENE, 3-CHLORO-l-NITRO 

BENZENE, 4-CHLORD-l-NITRO 

M-DICHLORO BENZENE 

0-DICHLDROBENZENE 

P-DICHLORO BENZENE 

2,4-DI-tOOOPHENOL 

S001UM P-NITROPHENOXIDE 

SODIUM P-NITROPHENOXIDE (PKA * 7.15) 

M-DINI TR08ENZENE 

M-OINITROBENZENE 

O-Dl NITROBENZENE 

P-DI NITROBENZENE 

P-DI NITROBENZENE 

2,4-DINITROPHENOl 

2,4-DINITROPHENOL 

2,4-DINITROPHENOL 

2.4- OINITROPHENOL 

2. 5- DINITROPHENOL 

2.5- DlNITROPHENOL 

2.6- DINITROPHENOL 
2,6-DINITROPHENOL 
3, 5-DINITROPHENOL 
3, 5-DINITROPHENOL 
ISOPROPENYLAM INE, 1,1, 3-TR ICYANO 
5-NITR08ENZTRI AZOL E 
5-NITROBENZTRI AZOL E 

QUI NONE 

QU INONE 

QU INONE 

OU INONE 

QU INONE 

BROMOBENZENE 

M-BROMOPHENOL 

M-BRQMOPHENDL 

M-8R0M0PHENOL 

M-BROMOPHENOL 

0- BROMOPHENOL 

0-BROMOPH6NOL 

0- BROMOPHENOL 

0- BROMOPHENOL 

P- BROMOPHENOL 

P- BROMOPHENOL 

P- BROMOPHENOL 

CHLOROBENZENE 

3-NI TR0-4-CHL0R0BENZEN ESULFONAMIDE 

3-NITR0-4-CHL0R0BENZENESULF0NAM IDE 

M- CHLOROPHENOL 

M-CHLOROPHENOL 

M-CHLOROPHENOL 

M-CHLOROPHENOL 

M-CHLOROPHENOL 

0-CHLOROPHENOL 

0-CHLOROPHENOL 

O-CHLOROPHENOL 

□-CHLOROPHENOL 

0-CHLOROPHENOL 

P-CHLO ROPHENQL 

P-CHLOROPHENOL 

P-CHLOROPHENOL 

P-CHLO ROPHENOL 

P-CMLDROPHENOL 

P-CHLOROPHENOL 

2. 3- DICHLORO ANIL INE 

3.4- DICHLOROANILINE 

3, 4-DI CHLORO BEN ZEN ESULFONAMIDE 
3, 4-DI CHLORO BEN ZEN ESULFONAMIDE 
FLU0R08ENZENE 
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NO. 


SOLVENT 


REF 


FOOT 


LOGP 


LOGP 




EMPIRICAL 


NAME 








NOTE 


SOLV 


OCT 




FORMULA 




HOI 


OCTANOL 


10 




1.93 


1.93 




C6H5F101 


H— FLUOR OP HENOL 


1402 


CYCLOHEXANE 


124 




-1.00 






C6H5F101 


H-FLUDRDPHENOL 


H03 


CYCLOHEXANE 


300 




-0. 70 






C6H5F101 


M-FLU0R0PHENOL 


1404 


METH. DECANOATE 


124 




1.56 


2.02 




C6H5F101 


M-FLUOROPHENOL 


1405 


OLEYL ALCOHOL 


124 




1.43 


1.98 




C6H5F101 


M-FLUOROPHENOL 


1406 


OLEYL ALCOHOL 


300 




1.73 


2.28 




C6H5F101 


M-FLUO RO PHENOL 


14C7 


OCTANOL 


10 




1.71 


1.71 




C6H5F101 


u — rLUURUPneNUL 


1408 


CYCLOHEXANE 


124 




-0. 70 






C6H5F101 


U— rLUURUPrtcNUL 


1409 


CYCLOHEXANE 


300 




-0.15 






C6H5P1 01 


U— rLUU KUrtl tlHUL 


1410 


METH. DECANOATE 


124 




1.00 


1.41 




C6H5F101 


U- rLUURUPneNUL 


1411 


OLEYL ALCOHOL 


124 




0. 90 


1.46 




LOnSPlU I 


U— PLUUKUr ncrlUL 


1412 


OLEYL ALCOHOL 


300 




1.39 


1.95 




C6H5F1Q1 


U- rLUURUPneNUL 


1413 


OCTANOL 


10 




1.77 


1.77 




C6H5F1Q1 


P- FLUOROPNENOL 


1414 


CYCLOHEXANE 


300 




-1.00 






C6H5FL01 


cci i inn noucwni 
P~r LUURUPnfcNUL 


1415 


OLEYL ALCOHOL 


124 




1.49 


2.04 




C6H5FH01 


P-FLUOROPHENOL 


1416 


OLEYL ALCOHOL 


300 




1.48 


2.03 




C6H5F101 


P-rLUUKUPHeNUL 


1417 


OCTANOL 


56 




3.25 


3.25 


■ 


C6H51 I 


IODOBENZENE 


1418 


OCTANOL 


10 




2.93 


2.93 




C6H5 I 101 


u_ t f\ rsn a u cm n i 
n— lULAJrneNUL 


1419 


CYCLOHEXANE 


124 




-0. 10 






C6H5] 101 


n- IUUUPnfcNUL 


1420 


METH. DECANOATE 


124 




2.41 


2. 89 




C6H51 101 


M-1QDDPHEN0L 


14 21 


OLEYL ALCOHOL 


124 




2.23 


2. 77 




C6H5I 101 


H-IODOPHENOL 


14 22 


OCTANOL 


10 




2.65 


2.65 




C6H5I 101 


U-lUUUPHfcNOL 


1423 


OLEYL ALCOHOL 


124 




1. 79 


2.34 




C6H5I 101 


0- IQ00PH6N0L 


14 24 


OCTANOL 


10 




2.91 


2.91 


* 


C6H5 1 101 


P— lUUUrntNUL 


14 25 


CYCLOHEXANE 


124 




0.00 






C6H5 I 101 


ft tnftr^ftLjckir>t 
r- lUDUPHtNUL 


1426 


CYCLOHEXANE 


56 




0.21' 






C6H5I 101 


P~ 10 00 PHENOL 


14 27 


OLEYL ALCOHOL 


124 




2. 59 


3.13 




Con? i 101 


o_tfir\n Qui cum 
P— lUUUPriCNUL 


1428 


OCTANOL 


56 


26 


-1.61 


-1.61 




C6H51 101 


t n r\r\ vv ocu7 cue 


1429 


DIETHYL ETHER 


306 




-1.82 


-L.46 


A 


Con 5 1 10351 


P— IUDU tjtNi CNfciULrUN 1 L AL I U 


1430 


ETHYL ACETATE 


306 




-0. 96 


-I. 08 




tLlfi f 1/^4(1 


a_ i n nn bcutciiicciii cnu if* *r in 
P~ 1UUU C CN£ fcN fciUL rUM 1L AL IU 


1431 


CL CH2CH2CL 


306 




-2. 52 






C6H51 103S1 


o_ in r\n dcm t cAj cci it cau t t" ap in 
P~ IU UU DfcN£ tN CiUL rUN It, AL IU 


1432 


OCTANOL 


56 




2.01 


2.01 




C6H5NIQ1 


LI 1 Tflnf AQCkl7 CMC 

NI TRUSuStNt cNt 


1433 


OCTANOL 


65 




1.99 


1 • 99 




C6KSN101 


NI TROSO BENZENE 


14 34 


DIETHYL ETHER 


112 


12 


-2.05 


-0.97 


B 


COH3N1UZ 


t UAKBUAirlK 1 U INt/P 1LUL IN 1L 


1435 


CHCL3 


112 


12 


-1 .6* 


-0.27 


A 


C6H5N1 02 


i— LARouXYPYRlUlNt/PlLULlN 1 L 


14 36 


01 ETHYL ETHER 


112 


50 


-0.99 


0.03 


B 


C6H5N1Q2 


3-CARB0XYPYRIDINE/NIC0TINIC 


1437 


CHCL3 


112 


12 


-2.05 


-0.65 


A 


C6H5N102 


3-CARB0XYPYRIDINE/NIC0TINIC 


1438 


OCTANOL 


10 




1.85 


1.85 


■ 


C6H5N102 


NITROBENZENE 


14 39 


OCTANOL 


301 




1.88 


1.88 




C6H5N102 


NITROBENZENE 


1440 


CYCLOHEXANE 


141 




1.46 






C6H5N102S1 


2- t 8-N 1TRQV INYL ) THIOPHENE 


1441 


OCTANOL 


10 




2.00 


2.00 


■ 


C6H5N103 


H-NITROPHENOL 


1442 


OCTANOL 


301 




2.00 


2.00 




C6H5N103 


H-NITR0PH6NDL 


144 3 


DIETHYL ETHER 


3 




2.20 


2.05 


A 


C6H5N103 


H-NITRQPHENQL 


1444 


DIETHYL ETHER 


112 




2.18 


2.02 


A 


C6H5N103 


H-NITRQPHENOL 


1445 


CYCLOHEXANE 


248 




-1.52 






C6H5N103 


M-NITROPHENOL 


1446 


CHCL 3 


307 




0.41 


1.59 


A 


C6H5N103 


H-NITROPHENOL 


1447 


BENZENE 


248 




0.38 


1.77 


A 


C6H5N1Q3 


M-NITROPHENOL 


1448 


I-SUTAN0L 


4 




1.79 


2.01 




C6H5N103 


M-NITROPHENOL 


1449 


CLCH2CH2CL 


248 




0.93 






C6H5N103 


M-NITROPHENOL 


1450 


OCTANOL 


10 




1.79 


1.79 




C6H5N103 


O-NITROPHENOL 


1451 


OCTANOL 


301 




1.73 


1.73 




C6H5N103 


D— NI I RUPncNUL 


1452 


DIETHYL ETHER 


3 




2. 18 


2.03 


A 


C6H5N103 


Q~Nl IRUPHfcNUL 


1453 


CYCLOHEXANE 


308 




1.49 






LoHSNlQJ 


U— Nl 1 KUPntNUL 


1454 


CHCL3 


307 




2.54 


1.97 


B 


C6H5N103 


0-NITROPHENOL 


1455 


8ENZENE 


308 




2. 33 


2. 16 


8 


C6H5N1Q3 


U— NIT HUPHfcNUL 


1456 


I-BUTANOL 


4 




1.60 


1.75 




COM3 Pit U3 


n.kitTDnoucMni 
UNI 1 RUPncriUL 


1457 


XYLENE 


308 




2. 30 






rz ue kii n "a 
CoMSfil U 3 


u— til I KUPntNUL 


1458 


TOLUENE 


308 




2.28 


3.58 


A 


C6H5N103 


0-NITROPHENOL 


1459 


CCL4 


308 




2.07 






C6H5N103 


0-NITROPHENOL 


1460 


CS2 


308 




2.17 






C6H5N103 


O-NITRDrHcNuL 


1461 


OCTANOL 


10 




1.91 


1.91 




C6K5N103 


P- NITR0PHENDL 


1462 


OCTANOL 


301 




1.91 


1.91 




C6H5N103 


P-NITR0PHEN0L 


1463 


DIETHYL ETHER 


3 




2.04 


1. 90 


A 


C6H5N1Q3 


P— NI fRUPHtNUL 


1464 


01 ETHYL ETHER 


112 




2.01 


1. 89 


A 


C6H5N103 


P-NITR0PHEN0L 


1465 


CYCLOHEXANE 


308 




-1.93 






C6H5N103 


P-NITR0PHEN0L 


1466 


CYCLOHEXANE 


248 




-1.79 






C6H5NIG3 


P-NITROPHENDL 


1467 


CHCL3 


307 




0.08 


1.29 


A 


C6H5N1 03 


P-NITR0PHEN0L 


1468 


CHCL3 


306 




0.27 


1.46 


A 


C6H5N1G3 


n iiiTnnnucuni 
P-NlTROPncNUL 


1469 


BENZENE 


308 




0.15 


1 . 56 


A 


r lucui m 
LonSNl Ui 


P— NI FRUPntNUL 


1470 


BENZENE 


2*8 




0.07 


1.48 


A 


C6H5N1 03 


n lit r&nnuenni 

P-NITROPHcNOL 


1471 


I-BUTANOL 


4 




1.76 


1.97 




C6H5N103 


n lit Tannucuni 

P-NITR0PHEN0L 


1472 


CCL4 


308 




-0. 99 






C6H5N103 


a_ vi t Tonou cum 
P-NJTRQPHcNUL 


1473 


CCL4 


234 




-1.06 






C6H5N103 


P-NITKOPHtNUL 


1474 


CLCH2CH2CL 


248 




0.79 






C6HSN103 


P-NITROPHcNDL 


1475 


HEXANE 


308 




-2.22 






C6H5N103 


n ititd na JCkiAi 

P-NITROrHcNOL 


1476 


CS2 


308 




-1.04 






C6H5N103 


P-NITR0PHENOL 


1477 


CYCLOHEXANE 


141 




1.01 






C6H5N103 


2- (B-NI TR0VINYL * FUR AN 


1478 


DIETHYL ETHER 


112 


12 


-1.08 


-0.82 


A 


C6HSNL03 


PICOLINIC ACID.N-OXIDE 


1479 


CHCL 3 


112 




0.03 


1.25 


A 


C6H5N103 


PIC0LINIC ACIOtN-OXIDE 


1480 


OCTANOL 


186 




1.3* 


1.34 


■ 


C6H5N3 


8ENZ0TRIAZ0LE 


1481 


DIETHYL ETHER 


112 




0.58 


1.38 


B 


C6H5N3 


BENZ0TRI AZ0LE 


1482 


CHCL3 


112 




-0.05 


0.53 


N 


C6H5N3 


BENZDTR1AZ0LE 


1483 


OCTANOL 


10 




2.13 


2.13 


■ 


C6H6 


BENZENE 


1484 


OCTANOL 


309 




1.56 


1.56 


■ 


C6H6 


BENZENE 


1485 


OCTANOL 


301 




2.15 


2.15 


■ 


C6H6 


BENZENE 


1486 


OILS 


173 




2.22 


2.28 


8 


C6H6 


BENZENE 


1487 


N-HEPTANE 


310 




2.26 






C6H6 


BENZENE 


1488 


BENZENE 


311 


6 


0.10 






C6H6B1 BR102 


PHENVLB0R0NIC ACIO f A-8R0M0 


1489 


BENZENE 


311 


6 


-0.09 






C6H6B1CL102 


PHENYL BORON !C ACIO.^-CHLORQ 


1490 


BENZENE 


311 


6 


-0.51 






C6H6BIF102 


PHENYL BORON I C AC ID, 4-FLU0R0 


1*91 


BENZENE 


311 


6 


-1.09 






C6H6B1N104 


PHENYL BORON I C ACID»3-NITR0 


1492 


BENZENE 


311 


6 


-0.82 






C6H681N104 


PHENYL BORON 1C ACID»2-NITRO 


1493 


OCTANOL 


312 




2.10 


2.10 




C6H6BR1N1 


K-BROHOANIL INE 


1494 


BENZENE 


313 




2.20 


2.07 


B 


C0H68RINI 


K-8R0M0ANILINE 


1495 


OCTANOL 


312 




2.29 


2.29 




C6H6BR1N1 


0-BR0H0ANIL INE 


1496 


OCTANOL 


312 




2.26 


2.26 




C6H6BR1 NI 


P-8R0M0ANILINE 


1497 


BENZENE 


313 




2.06 


1.98 


a 


C6H68R1NI 


P- BR0M0ANI LINE 


1498 


BENZENE 


72 




2.12 


2.09 


B 


G6H68R1N1 


P- 8R0N0ANIL1NE 


1499 


OCTANOL 


217 


07 


1.36 


1.36 


M 


C6H68R1N102S1 


P-BROHOBENZENESULFONAH IDE 


1500 


CHCL3 


217 


07 


0.39 


0.92 


N 


C6H6BR1N102S1 


P-BR0M0BENZENESULF0NAMIDE 
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REF FOOT LOGP 
NOTE SOLV 



LOGP 
OCT 



1501 
15C2 
1503 
1504 
1505 
1506 
15C7 
1508 
15C9 
1510 
1511 
1512 
1513 
1514 
1515 
1516 
1517 
1518 
151") 
1520 
1521 
1522 
1523 
1524 
1525 
1526 
1527 
1528 
1529 
1530 
1531 
1532 
1533 
1534 
1535 
1536 
15 37 
1538 
1539 
1540 
1541 
1542 
1543 
1544 
1545 
1546 
1647 
1548 
1549 
1550 
1551 
15S2 
1553 
1554 
1555 
1556 
1557 
1558 
1559 
1560 
1561 
1562 
1563 
1564 
1565 
1566 
1567 
1568 
1569 
1570 
1571 
1572 
1573 
1574 
1575 
1576 
1577 
1578 
1579 
1580 
1581 
1582 
1583 
1584 
1585 
1586 
1587 
1588 
1589 
1590 
1591 
1592 
1593 
1594 
1595 
1596 
1597 
1598 
1599 
1600 



QCTAN0L 

OCTANOL 

CYCLOHEXANE 

BENZENE 

BENZENE 

CCL4 

N-H6PTANE 

HEXADECANE 

OCTANOL 

OCTANQL 

CYCLOHEXANE 

BENZENE 

BENZENE 

CCL4 

N-HEPTANE 

HEXANE 

OCTANE 

HEXADECANE 

OECANE 

OCTANOL 

CYCLOHEXANE 

BENZENE 

BENZENE 

BENZENE 

BENZENE 

CCL4 

OI-PENTYL ETHER 

N-HEPTANE 

N-hEPTANE 

N-HEPTANE 

PARAFFINS 

HEXADECANE 

OCTANOL 

CHCL3 

OCTANOL 

CHCL3 

OCTANOL 

CHCL3 

HEXANE 

OCTANOL 

OCTANOL 

OCTANOL 

OCTANOL 

OCTANOL 

OCTANOL 

OCTANOL 

DIETHYL ETHER 

CHCL3 

CHCL3 

OCTANOL 

OCTANOL 

DIETHYL EThER 

CYCLOHEXANE 

CYCLOHEXANE 

CHCL3 

CHCL3 

BENZENE 

BENZENE 

BENZENE 

TOLUENE 

CCL4 

CCL4 

N-HEPTANE 

N-hEPTANE 

N-HEPTANE 

OCTANE 

CS2 

OCTANOL 

OCTANOL 

OCTANOL 

DIETHYL ETHER 

CYCLOHEXANE 

CYCLOHEXANE 

CHCL3 

BENZENE 

BENZENE 

TOLUENE 

CCL4 

CCL4 

N-HEPTANE 
N-HEPTANE 
HEXANE 

OLEYL ALCOHOL 
CS2 

OCTANOL 

DIETHYL ETHER 

CYCLOHEXANE 

CYCLOHEXANE 

CHCL3 

CHCL3 

BENZENE 

BENZENE 

BENZENE 

TOLUENE 

CCL4 

CCL4 

N-HEPTANE 
N-HEPTANE 
N-HEPTANE 
OCTANE 



10 
301 
314 
313 
315 
314 
314 
314 
268 
301 
314 
314 
315 
314 
314 
314 
314 
314 
314 
301 
314 
314 
313 

7Z 
315 
314 
315 

75 
314 
315 
316 
314 

217 07 
217 07 
217 07 
217 07 
217 07 
217 07 
317 
312 

10 
312 

10 
312 

312 12 
312 12 
112 
112 
318 

10 
301 
112 
319 
314 
112 
254 
319 
314 

72 
319 
319 
314 
319 
254 
314 
314 
319 
312 
186 
301 
112 
319 
314 
112 
319 

72 
319 
319 
314 
319 
315 
319 

82 
319 

10 
112 
319 
314 
112 
254 
319 
314 

72 
319 
319 
314 
319 
254 
314 
314 



1.88 
1.90 
0.89 
1.93 
1.94 
1.37 
0.71 
0.64 



50 



90 
,92 
,25 
,13 
,08 
,73 

12 
.11 
,03 

07 
,12 
,83 

69 

82 
,81 



88 B 
91 B 



1.91 
1.80 
1.31 
0.64 
0.63 
0.57 
0.64 
0.50 
0.56 
1.29 
0.26 
0.74 
0.46 
0.84 
0.14 
3.24 
1.30 
1.30 
1.26 
1.15 
2.98 
3.34 
3.34 
-1.72 
-1.37 
-1.22 
1.37 
1.37 
1.71 
-0.42 
-0.42 
1.61 
1.59 
1.31 
1.30 
1.36 
1.19 
0.45 
0.43 
-0.57 
-0.62 
-0.56 
-0.61 
0.52 
1.44 
1.83 
1.79 
1.95 
0.36 
-0.70 
2.13 
1.78 
1.81 
1.64 
1.08 
1.08 
0.25 
0.25 
0.21 
1.15 
1.14 
1.39 
1.48 
-1.00 
-1.00 
1.23 
1.30 
0.92 
0.93 
0.95 
0.78 
-0.13 
-0.14 
-1.14 
-0.89 
-1.13 
-1.25 



2.02 B 
1.99 8 



1.83 > 

1.81 8 
1.80 B 
1.87 8 
1.80 8 



1.29 - 
0.89 N 
0.74 =■ 
0.96 N 
0.84 ■ 
0.69 N 

1.30 - 
1.30 • 
1.26 ' 
1.15 ■ 
2.98 ■ 
3.34 • 
3.34 - 

-0.61 B 
-1.40 B 

-1.27 e 

1.37 » 
1.37 - 
1.61 A 



1.13 8 

1.12 B 

1.46 B 

1.45 B 

1.49 8 

1.49 B 

1.39 N 



1.44 » 

1.83 ■ 

1.79 - 

1.83 A 



1.60 8 

1.79 8 

1.81 B 

1.84 B 

2.25 N 



1.71 



1.39 - 
1.41 A 



0.78 B 
0.89 B 
1.19 B 
1.19 B 
1.21 B 
1.19 B 
0.61 N 



EMPIRICAL 
FORMULA 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL 1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1NL 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N1 

C6H6CL1N102S1 

C6H6CL1N102S1 

C6H6CL1N102S1 

C6H6CL1N102S1 

C6H6CL1N102S1 

C6H6CL1N102S1 

C6H6CL6 

C6H6F1N1 

C6H6F1N1 

C6H6F1N1 

C6H6F1N1 

C6H6I 1N1 

C6H6I1N1 

C6H6I1N1 

C6H6N201 

C6H6N2D1 

C6H6N201 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N20Z 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6K6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N20Z 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N2Q2 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 

C6H6N202 



H-CHLOROANILINE 
M-CHLOROANIL INE 
M-CHLOROANIL INE 
M-CHLOROANIL INE 
M-CHLOROAN IL INE 
M-CHLDROANIL INE 
M-CHLOROANIL INE 
M-CHLDROANILINE 
0-CHLOROANIL INE 
0-CHLOROANIL INE 
0-CHLORDANILINE 
0-CHLOROANIL INE 
O-CHLDRD ANIL INE 
0-CHLOROANILINE 
0-CHLORQ ANIL INE 
0-CHLOROANIL INE 
0-CHLOROANILINE 
O-CHLOROANILINE 
0-CHLOROANIL INE 
P-CHLOROANIL INE 
P-CHLOROANIL INE 
P-CHLOROANIL INE 
P-CHLOROANIL INE 
P-CHLOROANIL INE 
P-CHLOROANIL INE 
P-CHLOROANIL INE 
P-CHLOROANIL INE 
P-CHLOROANIL INE 
P-CHLOROANIL INE 
P-CHLOROANIL INE 
P-CHLOROANIL INE 
P-CHLOROANIL INE 
H-CHLOftOBENZENESULFONAMIOE 
M-CHLOROBENZENESUL FONAMIDE 
0-CHLOROBENZENESUL FONAHI DE 
0-CHLOROBENZ EN ESUL FONAMIDE 
P-CHLOROBENZENESUL FONAMIDE 
P-CHLORO BEN ZEN ESUL FONAMIDE 

lt2.3,4,5,6-HEXACHLOR0CYCLOHEXANE /LINDANE/ 

H-FLUOROANIL INE 

M-FLUOROANIL INE 

0-FLUOROANILINS 

P-FLUOROANILINE 

M-IODOANILINE 

0- IODDANILINS 
P-IOOOANILINE 

NIC0TINAMIDE/3-CARBAMYLPYR1DINE/ 
NICDTINAMIDE/3-CARBAMYLPYRIDINE/ 

1- NICOTINAMIDE 
H-NITROANILINE 
M-NITROANILINE 
M-NITROANILINE 
M-N1TR0ANIL INE 
M-NITROANILINE 
M-NITROANILINE 
M-NITROANILINE 
M-NITROANILINE 
M-NITROANILINE 
M-NITROANILINE 
H-NITROANILINE 
H-NITROANILINE 
M-NITROANILINE 
M-NITROANILINE 
H-NITROANILINE 
M-NITROANILINE 
M-NITRDANIL INE 
M-NITROANILINE 
0-NITROANILINE 
0-NITROANILINE 
0-NITROANILINE 
0-NITROANILINE 
0-NITROANIL INE 
0-NITROANILINE 
0-NITROANILINE 
0-NITROANIL INE 
0-NITROANILINE 
0-NITROANILINE 
0-NITROANILINE 
0-NITROANILINE 
0-NITROANILINE 
O-NITROANIL INE 
0-NITROANILINE 
0-NITROANILINE 
0-NITROANILINE 
P-NITROANILINE 
P-NITROANIL INE 
P-NITROANILINE 
P-NITROANILINE 
P-NITROANILINE 
P-NITROANILINE 
P-NITROANILINE 
P-NITROANILINE 
P-NITROANILINE 
P-NITROANILINE 
P-NITROANILINE 
P-NITROANILINE 
P-NITROANILINE 
P-NITROANILINE 
P-NITROANIL INE 
P-NITROANILINE 
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NO. 


SUL VCii I 


REF 


FOOT 


LOOP 


LQGP 




EMPIRICAL 




NOTE 


S0LV 


OCT 




FORMULA 


1601. 


CS2 


319 




0,05 






C6H6N202 




CS2 


314 




0,05 






C6H6N202 


1603 


flfPTHVI FTl-'Ftt 

U IE 1 n IL CI r Cn 


320 




1*80 


1.70 


A 


C6H6N202 


1604 


CHCL 3 


321 




2.15 


2.64 


N 


C6H6N202 


1605 


ETHYL ACETATE 


321 




2.45 


2.58 




C6H6N202 


1606 


CCL4 


320 




3.36 






C6H6N202 


16C7 


N- BUTYL ACETATE 


320 




2.23 


2.06 




C6K6N202 


1608 


0CTAN0L 


217 


07 


0.55 


0.55 


m 


C6H6N204S1 


1609 


CHCL3 


217 


07 


-0.36 


0.85 


A 


C6H6N204S1 


1610 


OCT ANOL 


217 


07 


0.34 


0.34 


■ 


C6H6N204S1 


1611 


CHCL 3 


217 


07 


0.14 


0.69 


N 


C6H6N204S1 


1612 


0CTAN0L 


217 


07 


0.64 


0.64 




C6H6N204S1 


1613 


CHCL3 


217 


07 


-0.60 


0.65 


A 


C6H6N204S1 


1614 


DIETHYL ETHER 


112 


12 


-0.05 


0.07 


A 


C6H6N2S1 


1615 


CHCL3 


112 




-0.41 


-0.58 


B 


C6H6N2S1 


1616 


CHCL 3 


322 




-0.33 


-0.39 


B 


C6H6N4S1 


1617 


0CTAN0L 


10 




1.46 


1.46 




C6H601 


1618 


OCT ANOL 


301 




1.48 


1.48 


m 


C6H601 


16 19 


n 1 FTHYL ETHER 


3 




1.64 


1.55 


A 


C6H601 


1620 


DIETHYL ETHER 


323 




1.58 


1.50 


A 


C6H601 


1621 


CYCLOHEXANE 


124 




-1.00 






C6H601 


1622 


K, I tLUnC AMU C 


132 




-0.72 






C6H60L 


1623 


CYCLOHEXANE 


324 


45 


-0.93 






C6H601 


1624 




325 




-0.77 






C6H601 


1625 


rvrt HHEXANE 


56 




-0. 81 






C6H601 


1626 


CYCLOHEXANE 


300 




-1.00 






C6H601 


1627 


CHCL 3 


243 




0.00 


1.22 


A 


C6H60L 


1626 


CHCL 3 


324 


45 


0. 34 


1. 54 


A 


C6H601 


1629 


CHCL3 


326 




0.37 


1.55 


A 


C6H601 




CHCL3 


254 




0. 36 


1.49 


A 


C6H601 


1631 


OILS 


324 




0.81 


1.93 


A 


C6H601 


1632 


OILS 


173 




0.78 


1.96 


A 


C6H601 


1633 


OILS 


224 




0.60 


1.76 


A 


C6H601 


1634 


0 ILS 


327 




0.75 


1.87 


A 


C6H601 


1635 


RFN7 ENE 


35 




0.36 


1.76 


A 


C6H601 


1636 


□ E tu 7 CMC 


324 


45 


0* 34 


1 « 70 




C6H601 


1637 


a Cki 7 chic 


328 




0.41 


1 • 77 




C6H601 


1638 


a Cki 7 cm c 
OfcNZ enter 


329 




0. 40 


1. 76 


A 


C6H6Q1 


1639 


Q C U 7 CM C 


330 




0. 37 


1. 73 


A 


C6H601 


1640 


8ENZENE 


2 19 




0. 32 


1 . 69 




C6H6Q1 


164 1 


HhNtcNc 


248 




0. 42 


1.81 


A 


C6H601 






324 


45 


0. 13 


1.93 


A 


C6H601 


1 Ail 


XYLENE 


42 




0. 18 


1. 97 


A 


C6H601 


1644 


t n i i tChi E 


324 


4S 


0« 22 


I* 77 


ft 


C6H601 


1645 


Tni HFrJF 
I UL vBi* C 


328 




0,32 


1 • 86 


A 


C6H601 


1646 


tni it bus 


42 




0-23 


1.75 


A 


C6H601 


1647 


N I 1 KUOtNitNt 


324 


45 


0. 95 


1 * 66 




C6H601 


1648 


N I TKUbtNZ trVt 






0« 87 


1 * 60 




C6H601 


1649 


nn iu n CUT AUDI C 


1 82 




1*21 


1.14 




C6H6Q1 


1650 


ODTU DCMTAMni ^ 

rKln« r CM I ANUL o 


324 




1 . 50 


1 • 55 




C6H6D1 


1651 


N-BUTYL ACETATE 


331 




1. 58 


1.58 




C6H601 


1652 


CCL4 


324 


45 


-0.42 


1.55 


A 


C6H601 


1653 


CCL4 


328 




-0.50 


1.40 


A 


C6H601 


1654 


CCL4 


329 




-0.36 


U55 


A 


C6H601 


1655 


HETH. DECANOATE 


124 




1.21 


1.65 




C6H601 


16 56 


DI-I-PR. ETHER 


331 




1.12 






C6H601 


1657 


N-HEPTANE 


310 




-0.92 






C6H601 


1658 


N-HEPTANE 


254 




-0.82 






C6H601 


16 59 


HEXANE 


324 


45 


-0. 96 






C6H601 


1660 


HEX ANOL 


331 




1.46 






C6H601 


166 I 


ni fyi ai rnHfii 


124 




1.23 


1.78 




C6H601 


1662 


0LEYL ALCOHOL 


300 




1. 19 


1. 75 




C6H60L 


1663 


CS2 


248 




-0.26 






C6H601 


1664 


PARAFFINS 


32 7 




-0.85 






C6H601 


1665 


BR0MQFQ RM 


7 




0. 18 






C6H60L 


1666 


OCT ANOL 


10 




0. 80 


0.80 




C6H602 


1667 


Uv 1 MtiUL 


301 




0. 77 


0. 77 


m 


C6H602 


1668 


n T F TH Yl FTI-FB 


3 




0. 62 


0. 67 


A 


C6H602 


1669 


ni F T HY1 PTFFR 


248 




0.67 


0. 70 


A 


C6H602 


1670 


a ckj 7 CMC 


248 


1 2 


-2. 1 1 






C6H602 


1671 


hi — RliTYl ATFTATF 


331 




0. 32 


0,57 




C6H602 






248 












1673 


OCTAN0L 


56 




0.88 


0. 88 




C6H602 




nrTA kini 
UL- I ANUL 


301 




l 


i 91 




C6 H602 


167 5 


riTcruvi ctLCo 
L) I tl MTL ClrtK 










* 


C6 H6 02 




U 1 1 1 HYL t 1 HtK 


332 




n aa 


n fl7 




C6 H6 02 


1677 


Ul CI MTL t 1 n tK 


3Z3 




n fiO 


v. 90 


* 


C6H60 2 


1678 


BENZENE 


248 


12 


i To 

— 1.19 


0. 21 


A 


C6H602 


1679 


CL CH2CH 2CL 


248 




-0. 63 






C6H6 02 


1680 


0 1 -BUTYL E THER 


332 




0.11 






C6 H60 2 


1681 


D I - I— PR • ETHER 


332 




0.62 


1.27 




C6H602 


1682 


OCTAN0L 


302 




0. 59 


0. 59 




C6H602 


1683 


□CTAN0L 


301 




0. 50 


0. 50 


* 


C6H602 


1664 


DIETHYL ETHER 


3 




0.46 


0. 51 


A 


C6H602 


1685 


01 ETHYL ETHER 


333 




0. 36 


0.44 


A 


C6H602 


1686 


0 I ETHYL ETHER 


334 




0.37 


0.45 


A 


C6H602 


1687 


DIETHYL ETHER 


248 




0. 38 


0.44 


A 


C6H602 


1688 


OILS 


305 




-0.83 


-0.48 


A 


C6H602 


1689 


BENZENE 


248 


12 


-2. 16 






C6H602 


1690 


CLCH2CH2CL 


248 




-1.61 






C6H602 


1691 


DI-I-PR « ETHER 


335 




-0.13 


0.39 




C6H602 


1692 


CHCL 3 


336 




-0.22 


0.40 


N 


C6H603 


1693 


BENZENE 


336 


12 


-0.24 


1.04 


A 


C6H603 


1694 


ETHYL ACETATE 


336 




0.13 


0.12 




C6H603 


1695 


DIETHYL ETHER 


3 




0.23 


0. 32 


A 


C6H603 


1696 


DIETHYL ETt-ER 


24B 




0.09 


0.19 


A 


C6H603 


1697 


DIETHYL ETHER 


3 




-0.35 


-0. 19 


A 


C6H603 


1698 


DIETHYL ETHER 


248 




-0.35 


-0.19 


A 


C6H603 


1699 


DIETHYL ETt-ER 


3 




-2.70 


-2.25 


A 


C6H603S1 


1700 


DIETHYL ETHER 


3 




-0.30 


-0.15 


A 


C6H606 



NAME 



P-NITROANILINE 
P-NIIR0ANIHNE 

N-NITROSOPHENYLHYDROXYL AMINE 
N-NITROSOPHENYL HYDRO XYL AHINE 
N-NITR0S0PHENYLHYDROXYL AHINE 
N— NITROSOPHENYLHYDROXYL AHINE 
N-NITROSOPHENYLHYOROXYL AHINE 
M-NITR0BENZENESULF0NAH IDE 
H— NITR0BENZENESULF0NAM IDE 
O-NITROBENZENESULFONAMIDE 
0-NITRQBENZENESULFONANIDE 
P-NITROBEN2ENE5ULFONAHIDE 
P-NITR0BENZENESULF0NAH IDE 

PYRIDINE, 4-THI0CARBAMYL/1-N1C0TINTH10AMIDE/ 

PYRIDINE, *-THI0CARBAMYL/I-NIC0TINTHI0AMIDE/ 

METHYLTHIOPURINE 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PXENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

PHENOL 

M-Dl HYDROXY BEN ZENE/RESORC I NOL/ 

M-DI HYDROXY BENZENE /RESORCINOL/ 

M-D I HYDROXY BENZENE /RESORCINOL/ 

H-DI HYDROXY BENZENE /RE SORC I NOL/ 

M-DIHYDROXYBENZENE /RESORCINOL/ 

M-D I HYDROXY BENZENE /RESORCINOL/ 

H-DI HYDROXY BENZENE /RESORCINOL/ 

0- 01 HYDROXY BEN ZENE/C AT ECHO L/ 

0-DI HYDROXY BENZENE /CATECHOL/ 

0- DI HY DROXY BEN ZENE/C AT ECHO L/ 

0-DI HYDROXY BENZENE /CATECHOL/ 

0-DI HYDROXY BENZENE /CATECHOL/ 

0-DI HYDROXY BENZENE /CATECHOL/ 

0-0 1 HYDROXY BENZENE /CATECHOL/ 

0-DI HYDROXY BENZENE /CATECHOL/ 

0-01 HYDROXY BENZENE /CATECHOL/ 

P-Dl HYDROXY BENZENE /HYDRO QUI NONE/ 

P-DIHYDROXYBENZENE/HYDROQUINONE/ 

P- D I HYOROXY BENZENE /HYDROQUI NONE/ 

P-OIHYORQXYBENZENE/HYDROQUINONE/ 

P-DI HYDROXY BENZENE /HYDROQUI NONE/ 

P-DI HYDROXY BENZENE /HYDRO QUI NONE/ 

P-OI HYDROXY BENZENE /HYDROQUI NONE/ 

P-DIHY DROX Y BEN Z ENE /HYDRO QUI NONE/ 

P-DI HYDROXY BEN ZENE/HYDROQU I NONE/ 

P-OI HYDROXY BENZENE /HYDROQUI NONE/ 

2-FURALOEHYDE, HYOROXYMETHYL 

2-FURALDEHYDE, HYDROXYMETHYL 

2-FURALDEHYDE, 5-HYDROXYH ETHYL 

1,2,3-TR I HYDROXY BEN Z EN E/P YROGAL LOL / 

1,2* 3-TR I HYDROXY BEN Z EN E/PYROGALLOL/ 

1, 3, 5 -TRI HYDROXY BENZENE/ PHLOROG LUC I NOL/ 

1,3,5-TRIHYDROXYBENZENE/PHLOROGLUCINOL/ 

BENZENE SULFONIC ACID 

ACONITIC ACID 
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NO. 


SOLVENT 


REF 


FOOT 


LOOP 


LOGP 




EMPIRICAL 








NOTE 


SOLV 


OCT 




FORMULA 


1701 


DIETHYL ETHER 


207 




-0.62 


-0.43 


A 


C6H606 


1702 


I-BUTANOL 


4 




0*49 


0. 18 




C6H606 


1703 


HE-l-BUT. KETONE 


195 




-0.26 


-0.24 




C6H606 


1704 


OCTANQL 


235 




2. 52 


2.52 


m 


C6H6S1 


17C5 


OCTANQL 


255 




1.S8 


1.58 


u 


C6H78102 


1706 


BENZENE 


311 


6 


-0.80 






C6H7B102 


17C7 


BENZENE 


311 


6 


-2.92 






C6H78103 


1708 


BENZENE 


311 


6 


-2.78 






C6H78103 


1709 


BENZENE 


311 


6 


-2.65 






C6H782N106 


1710 


OCTANOL 


10 




0.90 


0.90 


m 


C6H7N1 


1711 


OCTANOL 


301 




0.98 


0.98 


m 


C6H7N1 


1712 


DIETHYL ETHER 


329 




0.85 


0. 87 


A 


C6H7N1 


1713 


CYCLOHEXANE 


337 




0.02 






C6H7N1 


1714 


CHCL3 


254 




1.42 


0.98 


8 


C6H7N1 


1715 


CHCL3 


33B 




1.23 


0.82 


8 


C6H7N1 


1716 


fl FN 2 FNF 


338 




-0. 05 






C6H7N1 


1717 


R FN 7 FN F 


72 




1.00 


1.24 


8 


C6H7N1 


1713 


XYLENE 


46 




.0. 18 


0.75 


8 


C6H7N1 


1719 


TOLUENE 


339 




0.89 


1.30 


B 


C6H7N1 


1720 


CCL4 


329 




0.25 


1. 11 


N 


C6H7N1 


1721 


CLCH2CH2CL 


248 




1.45 






C6H7N1 


1722 


u- HEPTANE 


3 10 




-0. 03 






C6H7N1 


1723 


N-HEPTANE 


254 




0.04 






C6H7N1 


1724 


N-HEPTANE 


338 


44 


-0.26 






C6H7N1 


1725 


N-HEPTANE 


340 




0.04 






C6H7N1 


1726 


PARAFFINS 


316 




-0.12 






C6H7N1 


1727 


CHCL3 


280 




1.79 


1.06 


8 


C6H7N1 


1728 


CHCL3 


280 




1. 89 






C6H7N1 


1729 


CHCL3 


280 




1.88 






C6H7N1 


1730 


OCTANQL 


276 




1.20 


1.20 


M 


C6H7N1 


1731 


OCTANQL 


276 




1.22 


1.22 


m 


C6H7N1 


1732 


OCTANOL 


10 




0.17 


0.17 


m 


C6H7N101 


1733 


OCTANOL 


301 




0.15 


0.15 


m 


C6H7N101 


1734 


DIETHYL ETHER 


248 




0.11 


0.22 


A 


C6H7N101 


1735 


CYCLOHEXANE 


314 




-3.24 






C6H7N1Q1 


1736 


BENZENE 


314 




-1. 36 


0.04 


A 


C6H7N101 


1737 


RFN7ENF 


248 




-1.32 


0.08 


A 


C6H7N101 


1738 


CCL4 


314 




-2.39 


-0. 19 


A 


C6H7N101 


1739 


CLCH2CH2CL 


248 




-0. 58 






C6H7N1Q1 


1 740 


N — WPPTiNF 


314 




-3. 37 






C6H7N101 


W 1 * \ 


HFK AHPr ANF 
nCANUC^ BK C 


314 




-3. 37 






C6H7N101 


1742 




56 




0. 62 


0.62 


m 


C6H7N1Q1 


fZ?? 




301 




0. 52 


0. 52 


m 


C6H7N101 


1744 


L TLLUn t: AAA) c 


314 




-2.3 7 






C6H7N101 




RFN 7 FN F 


314 




-0. 84 


0.55 


A 


C6H7N101 


1746 


CCL4 


314 




-1.75 


0. 37 


A 


C6H7N101 


17 47 


N-HEPTANE 


314 




-2. 51 






C6H7N101 


1748 


OCTANOL 


301 




0.04 


0.04 


„ 


C6H7N101 


1749 


CYCLOHEXANE 


314 




-3.44 






C6H7N101 


1750 


BENZENE 


314 




-1.65 


-0.24 


A 


C6H7N1QI 


17 51 


CCL4 


314 




-2. 64 


-0.39 


A 


C6H7N101 


1752 


N-HEPTANE 


314 




-3.55 






C6H7N101 


1753 


OCTANQL 


217 


07 


0. 31 


0.31 


3 


C6H7N102SL 


1754 


OCTANQL 


10 




0. 31 


0.31 


■ 


C6H7N102S1 


1755 


DIETHYL ETHER 


113 




0. 30 


0.38 


A 


C6H7N102S1 


1756 


CHCL3 


113 




-0. 24 


0.34 


N 


C6H7N102S1 


1757 


CHCL3 


217 


07 


-0. 24 


0.35 


N 


C6H7N102SI 


17 58 


01 ETHYL ETHER 


113 


16 


0.82 


0.83 


A 


C6H7N103SI 


17 59 


CHCL 3 


1 13 


16 


-0.82 


•0.16 


N 


C6H7N103S1 






2 76 




-0. 50 


-0.50 




C6H7N301 


1761 


CHCL 3 


322 




-1.05 


-0.95 


B 


C6H7N5 


1762 


CHCL3 


322 




-0. 95 


-0. 89 


B 


C6H7N5S1 


176 3 


nr T awni 


276 




1. 39 


1.39 




C6H701 


1764 


RFN7FNF 


311 


d 


-2.32 






C6H8B1N102 


1765 




311 




-2.61 






C6H38204 




nr Tawni 


276 




1.02 


1.02 


* 


C6H8NI 


1767 


OCTANQL 


2 76 




0.62 


0.62 




C6H8N2 


1768 


r vn nuc v am £ 


314 




-2.44 






C6H8N2 


1769 


acfci 7 CM e 


■71 




-0. 79 


0. 00 


8 


C6H8N2 


17 70 


DCU7CUC 


314 




-0.77 


0.02 


a 


C6H8N2 


1771 


a CM 7 CM C 


72 




-0. 75 


0.03 


g 


C6H8N2 


1772 


BENZENE 






-0. 75 


0. 03 


8 


C6H8N2 


1773 


CCL4 


314 










rf>HRN7 


17 74 


M UESTItlC 

N-HeP T AN t 


314 




— 2. 60 






C6H3N2 


1775 


OCTANOL 


301 




0.15 


0.15 




>jO n o ii c 


1776 


DIETHYL ETHER 


248 




-0.06 


0.08 




C6H8N2 


1777 


CYCLOHEXANE 


314 




— 1.65 






rAHflus 


1778 


CYCLOHEXANE 


248 


43 


-1.31 






ConorNA 


1779 


BENZENE 


71 




-0. 28 


0.35 


B 


C6H8N2 


1780 


BENZENE 


314 




-0.26 


0.37 


B 


C6H8N2 


1781 


BENZENE 


72 




-0.26 


0.37 


8 


C6H8N2 


1782 


BENZENE 


248 




-0.26 


0.37 


B 


C6H8N2 


1783 


CCL4 


314 




-0.81 






C6H8N2 


1784 


CLCH2CH2CL 


248 




0.44 






C6H8N2 


1785 


N-HEPTANE 


314 




-1. 79 






C6H8N2 


1786 


CYCLOHEXANE 


314 




—2. 81 






C6H8N2 


1787 


BENZENE 


71 




-1.17 


-0.26 


8 


C6H8N2 


1788 


BENZENE 


314 




-1.17 


-0.26 


8 


C6H8N2 


1789 


CCL4 


314 




-1.78 






C6H8N2 


1790 


N-HEPTANE 


314 




-3.00 






C6H8N2 


1791 


OCTANOL 


283 




1.25 


1.25 




C6H3N2 


1792 


OCTANOL 


341 


60 


-0.10 


-0. 10 




C6H8N2 


1793 


OCTANOL 


217 


32 


-0.83 


-0.83 




C6H8N202S1 


1794 


OCTANOL 


186 




-0.72 


-0.72 




C6H8N202S1 


1795 


01 ETHYL ETHER 


342 




-0.72 


-0.52 


A 


C6H8N202S1 


1796 


DIETHYL ETHER 


113 




-0.85 


-0.63 


A 


C6H8N202S1 


179 7 


CHCL3 


343 


2 


-1.40 


-0.70 


N 


C6H8N202S1 


1798 


CHCL3 


113 




-1.63 


-0.92 


N 


C6H8N20251 


1799 


CHCL 3 


344 


44 


-1.85 


-1.07 


N 


C6H8N202S1 


1800 


CHCL3 


254 




-1.52 


-0.79 


N 


C6H8N202S1 



NAHE 



AC0NIT1C ACID 

ACONITIC ACI0 

AC0NITIC ACID 

THI0PHEN0L 

PHENYL60R0NIC AC ID 

PHENYL BORON I C AC 10 

PHENYL BORON IC ACI0.4-HYDROXY 

PHENYL BORON I C AC 10,3-HYOROXY 

PHENYL, 1,4-DIBORONIC ACID, , 2-NI TR0 

AN IL1NE 

ANILINE 

ANILINE 

ANILINE 

ANILINE 

ANILINE 

ANILINE 

ANILINE 

ANILINE 

ANILINE 

ANILINE 

ANILINE 

ANILINE 

ANILINE 

ANILINE 

ANILINE 

ANILINE 

2- METHYL PYRIDINE/2-P I COL INEZ 

3- METHYL PYR1D1NE/3-P ICOL INEZ 

4- METHYL PYRIDINE/4-PIC0LINE/ 

3- HETHVLPYR IDINE /PKA - 5.68/ 

4- HETHYLPYRIDINE /PKA - 6.02/ 
M-AMINOPHENOL 
M-AMIN0PHENOL 

N- AM1NOPHENOL 

M-AMINOPHENOL 

M- AHINOPHENOL 

M-AMINOPHENOL 

M-AMINOPHENOL 

M-AMINOPHENOL 

M- AHINOPHENOL 

M-AMINOPHENOL 

Q- AMIN0PHEN0L 

0-AMINOPHENQL 

Q-AMINOPHENQL 

0- AHINOPHENOL 

0- AHINOPHENOL 

□-AHINOPHENOL 

P- AHINOPHENOL 

P- AHINOPHENOL 

P- AHINOPHENOL 

P- AHINOPHENOL 

P- AMINO PHENOL 

BENZENESULFONAHIDE 

BENZENESULFONAHIDE 

BENZENESULFONAHIDE 

BENZENESULFONAHIDE 

BENZENESULFONAHIDE 

N- HYDROXY BENZENE SULFONAMIDE 

N-HYDROXYBENZENESULFONAMIDE 

4-CARB AHYL AH INOPYR IDINE 

6-METHYLAMINOPUR IN E 

2- AH INQ-6-METHYLTHI0PUR INE 

2-METHOXYPYRIDINE /PKA • 3.28/ 

PH ENYL BQRONIC ACID.3-AHIN0 

PHENYL, 1,4-DIBORONIC ACID 

2- AHI NO- 5-M ETHYL PYRIDINE /PKA • 7.22/ 
4, 6-DI HETHYLPYRIHI DINE 
H-PHENYLENEDIAHINE 

M- PH EN YLENE 01 AH INE 
M-PHENYLENED IAHINE 
H-PHENYLENEDIAHINE 
M-PHENYLENED I AH INE 
H-PHENYLENEUIAM INE 
H-PHENYLENEDIAHINE 
O-PHENYLENEDIAHINE 
O-PHENYLENEDIAHINE 
O-PHENYLENEDIAHINE 
0-PH ENYL EN EDI AM INE 
O-PHENYLENEDIAMINE 
O-PHENYLENEDIAHINE 
O-PHENYLENEDIAHINE 
O-PHENYLENEDIAHINE 
0- PHENYL EN ED I AM INE 
O-PHENYLENEDIAHINE 
O-PHENYLENEDIAHINE 
P-PHENYLENEDIAHINE 
P-PHENYLENEDIAHINE 
P-PHENYLENEDIAHINE 
P-PHENYLENEDIAHINE 
P-PHENYLENEDIAM INE 
PH ENYLHYDRAZ IN E 

3- PYRI OYLHETHYLAMINE 
SULFAN IL AH IDE 
SULFANILAMIDE 
SULFANILAMIDE 
SULFANILAMIDE 
SULFANILAMIDE 
SULFANILAMIDE 
SULFANILAMIDE 
SULFANILAMIDE 
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NO* 


SOLVENT 


REF 




LQGP 


LOGP 




EMP I RICAL 








NOTE 


SOL V 


OCT 






180L 


CHCL3 


217 


32 


— 1« 69 


Q7 


N 




1802 


BENZENE 


343 


2 


-Zm 05 


-0. 64 


A 




1803 


I-8UTANOL 


1 30 


12 


-0, 96 






TAH A(Ofi?51 


1804 


I-PENT • AC STATE 


34*3 


2 


— 0. 44 


n" ai 






1805 


CCL4 


343 


2 


—2 • 52 




* 


i*AH AN? n?<l 


1806 


OILS 


345 




-1 • IS 


ft 1 A 


U 




18C7 


OILS 


240 




1*61 


i qL 




r a u a M 5 Hfl 


1808 


OILS 


240 




2* 69 






r ahana n l A 


1809 


QCTANOL 


346 




0* 58 


0.58 




C6H801 


1810 


OILS 


347 




0.49 


1 • 70 


A 


ConbUZ 


18 11 


ME-I-BUT. KETONE 


1 95 




la 10 


Oa 96 




C6H 802 


1812 


S-PENTANOLS 


195 




-0.30 


— 0. 65 




C6H 8 06 


1813 


01 ETHYL ETHER 


3 




— 1 • 22 


—0. 95 


* 


C6M 806 


181* 


DIETHYL ETHER 


207 




-1.30 






C6H 8 06 


1315 


ME-I-8UT. KETONE 


195 




-1. 00 


-0. 93 




r u u a nA 


1816 


□LEYL ALCOHOL 


5 




-la 52 


— 0* 94 




C6H 8 06 


1817 


I-8UTANOL 


4 




0.01 


—0. 49 




r AM AHA 
L, On QUO 


1818 


QCTANOL 


5 




-1 .72 


— 1 a 72 




C6H807 


1819 


01 ETHYL ETHER 


3 




—2 • 06 




* 


c ahao.7 


1820 


0 I ETHYL ETHER 


207 




~2 . 18 


-l" 80 


* 


C6H807 


1821 


01 ETHYL ETHER 


213 




-2.19 


— 1 • 79 






1822 


I -8UTANOL 


4 




— 0 • 53 


— 1.25 




r AHAP.7 


1823 


I-BUTANOL 


1 84 




-0. 62 






T AH Afl7 


L 9 24 


PRIM* r CM t ANUL 5 








— 1 . 27 




C6H807 


1825 


CYCLOHEXANONE 


194 




— 0. 67 






CAHAD7 


18 26 


2-8UTANONE 


194 




— 0* 48 


— 1 * 63 




f"AHflfl7 
^onou ■ 


1827 


M E- 1 ~ BU T . K ETON E 


195 




-1 • 62 






r AW Af"17 


1828 


S-PENTANOLS 


195 




-1*16 


— 1 a 63 




C6H 807 


1829 


OCTANOL 


348 




— 0* 70 


**0« 70 




<*AUQU1 fl3 


1830 


OILS 


284 




0. 19 


Oa 95 


B 


r Auoui n i 
l,On VPoU i 


1831 


SEC-BUTANOL 


84 


19 


-1. 68 


-2. 86 




r iu a mi n 3 


1832 


OCTANE 


256 




-1.26 






Lon^iiJUt 


1833 


OCTANOL 


56 




2. 45 


2a 45 


* 




18 34 


CHCL3 


265 




-0. 94 


-Oa 28 


N 


/» z l_i 1 AU4A4 

Con IONiUZ 


1835 


OCTANOL 


206 




3. 75 


3. 75 




/* iu i ah o a a c i 


1836 


OCTANOL 


134 




1.22 


1.22 




CoHLONhULjI 


1837 


OCTANOL 


134 




0.46 


0.46 




C6H10N401S1 


1838 


OCTANOL 


349 




•0.24 


-0,24 




C6H10N6Q1 


1839 


OCTANOL 


65 




0.81 


0.81 




C6H100L 


1840 


OILS 


258 




0. 30 


0.69 


6 


C6H10OL 


1841 


OCTANOL 


255 




L. 02 


1.02 




Con 10U1 


1842 


50JETHER+50S0MF 


125 




0*40 


1.80 




f A ij 1 Aril 
Lon 1UU I 


1843 


CCL4 


3 50 




1.42 


1.24 


B 


f AH 1 rtl"!1 
ton 1UU 1 


1844 


CKCL3 


285 




1.75 


2.81 


A 




1845 


DIETHYL ETHER 


2 




-0. 35 


-0.19 


A 


L&H lUUi 


1846 


OILS 


2 




■ la 09 


0.17 


A 


C6H 1002 


1847 


OILS 


173 




0. 04 


1.23 


A 


LoMlUUi 


1848 


OCTANOL 


255 




-Oa 13 


-0.13 


• 


i-iui Ana 


1849 


OCTANOL 


5 




0.08 


0.08 




ftfillA A/. 

C6H1QQ4 


1850 


DIETHYL ETHER 


192 




-0.29 


-0.14 A 


C6H1004 


1851 


DIETHYL E7FER 


351 




-0. 29 


-0.14 




UonlUU 1 * 


1852 


DI ETHYL ETHER 


194 




-0. 24 


-0.09 


A 


C6H1004 


1853 


N-BUTANOL 


194 




0.44 


0.09 




i- tti l a riA 
CoHlQU'r 


1854 


I-BUTANOl 


4 




0*55 


0.27 




r ^ Li l AAA 


1855 


ETHYL ACETATE 


194 




0. 06 


0.05 




f iui n At 
Con 10U4 


1856 


CYCLOHEXANONE 


194 




0.49 






r i. u l a ni 
L O M 1 U U*r 


1857 


2-BUTANONE 


1 94 




0. 30 


-0.06 






1858 


HE- I-BUTeKETONE 


1 94 




-0. 08 


-0.82 




<" A LJ 1 AAA. 

COM iUUH 


18 59 


M E- 1 - BU T a K ETON E 


195 




-0. 1 1 


-0.16 




/■ AkJI AAA. 


1860 


S-PENTANQL S 


195 




Oa 48 


0.24 




Lott LU U*t 


1861 


niCTUVI CTL CO 


\ 




Oa 30 


0.38 


A 


r ah l fini 


1862 


I-BUTANOL 


4 




Oa 43 


0.10 




r^ui aha 


1863 


OILS 


352 






1.46 


A 


/* AH 1 1 AQ1 K7H7 
L on i loninicut; 


1864 


OILS 


264 




Oa 26 


1.44 


A 




1865 


OILS 


264 




Oa 12 


1.30 


A 




1866 


OILS 


296 




0*15 


1.37 


A 


r AH t 1 RR 1 rJ?D7 
k/Oni luM ncuc 


1867 


OILS 


352 




— 0 « 36 


0.87 


A 


f jlUI ] OQ 1 win? 


1868 


OILS 


264 




~0a 19 


1.01 


A 


ton LiQts±n£\J4 


1869 


OILS 


3 52 




— Oa 45 


0.78 


A 


rtiji i □ d i tj 9 n 5 
LonlloKlNlUc 


1870 


OILS 


3 52 




— Oa 54 


0.70 


A 


(T t.U 1 1 BD 1 ti9n5 


'1871 


OILS 


352 




-0a07 


1.13 


A 


LonliaKlNiUi 


1872 


OILS 


352 




0.23 


1.39 


A 


C6HH8RIN202 


1873 


OILS 


352 




-Oa04 


1.16 


A 


C6H119K1N2UC 


1874 


OILS 


264 




-Oall 


1.09 


A 


C6H11CL1N202 


1875 


OILS 


264 




0.02 


1.21 


A 


C6H11 I 1N202 


1876 


I-OCTANOL 


353 




-2.60 






C6H11KL02 


1877 


OCTANOL 


260 




-0.19 


-0.19 




C6H11N101 


1878 


■ OCTANOL 


80 




1.09 


1.09 




C6H11N102 


1879 


CYCLOHEXANE 


354 




-OalO 






C6H11N102 


1880 


CHCL3 


67 




-1.60 






C6H11N103 


1881 


ETHYL ACETATE 


67 




-0.84 


-0.96 




C6H11N103 


1882 


OCTANOL 


260 




0.75 


0.75 




C6H11N1S1 


1883 


OCTANOL 


56 




-2.17 


-2.17 




C6H11NA102 


1884 


I-OCTANOL 


353 




-2.59 






C6H11NA102 


1885 


OILS 


296 




0.42 


1.57 


A 


C6H12BR1N101 


1686 


OCTANOL 


227 




0.29 


0.29 




C6H12BR204 


1887 


OCTANOL 


227 




0.24 


0.24 


m 


C6H12BR204 


1888 


OCTANOL 


216 




0.04 


0.04 


m 


C6H12N2Q1 


1889 


OILS 


264 




-0.31 


0..91 


A 


C6H12N202 


1890 


OILS 


264 




-0.16 


1.04 


A 


C6H12N202 


rasi 


OILS 


2 




-3.68 


-2.13 


A 


C6H12N4 


1892 


01 ETHYL ETHER 


2 




-3.58 


-2.34 


B 


C6H12N4 


1893 


I-BUTANOL 


4 




-1.17 


-2.15 




C6H12N4 


1894 


OCTANOL 


186 




1.23 


1.23 




C6H1201 


1695 


OCTANOL 


255 




1.36 


1.38 




C6H1201 


1896 


OCTANOL 


218 




1.88 


1.88 




C6H1202 


1897 


OCTANOL 


218 




1.92 


1.92 




C6H1202 


1696 


DIETHYL ETHER 


190 




1.86 


1.76 


A 


C6H1202 


1899 


DIETHYL ETHER 


3 




1.97 


1.84 


A 


C6H1202 


1900 


DIETHYL ETHER 


49 




1.95 


1.84 


A 


C6H1202 



NAME 



SULFANILAMIDE 
SULFANILAMIDE 
SULFANILAMIDE 
SULFANILAMIDE 
SULFANILAMIDE 
BARBITURIC ACID, DIMETHYL 
ISDS0RBIDE DIN ITRATE 
MANNITQL HEXANITRATE 

1- HEXYN-5-0NE 
S0R3IC ACID 
S0RBIC ACID 

PROPANE TRICARBOXYLIC ACID 

PROPANE TRICARBOXYLIC ACID 

PROPANE TRICARBOXYLIC AC ID 

PROPANE TRICARBOXYLIC ACID 

PROPANE TRICARBOXYLIC ACID 

PROPANETRICARBOXYL IC ACID 

CITRIC ACID 

CITRIC ACID 

CITRIC ACID 

CITRIC ACID 

CITRIC ACID 

CITRIC ACID 

CITRIC ACID 

CITRIC ACID 

CITRIC ACID 

CITRIC ACID 

CITRIC ACID 

N-F0RMYLCYCL0BUTANECARB0XAMIDE 
1, 3t 5-TR IM ETHYL- A-NITROSOPYRAZ0LE 
HISTIDINE 

2- I-PROPYL-5-NITRO IMIDAZOLE 
Ir 5-HEXADI ENE 

CYCL0H EXANEDI0NE 0IOXIME 

IM I0AZ0LE, 2, 4, 5-TR IMETHYLSUL F0NYL 

3- MERCAPT0-<>-AMINO-6-I-PR-li2,<i-TRIAZINE-5-0NE 
3-METHI0-4-AMIN0-6-ETHYL-l,2.4-TRIAZINE-5-0NE 
IMIDAZOLE-4-CARB0XAMIDE,5-l3,3-DIME-l-TRIAZEN0) U5388I 
CYCLOHEXANONE 

DI ALL YL ETHER 
1-HEXEN-5-0NE 

3- M6THYL-1-PENTYN-3-0L/MEPARFYN0L/ 

1 - PROPYL I DENE- ACETONE /ME SI TYL OXIDE/ 
2t 4-HEXANEDI0NE/PR0P I0NYL ACE TONE/ 

2. 5- HEXANEDI0NE/ACET0NYLACETQNE/ 
2t 5-HE XANED ION E/ AC E TON YL AC E TON E / 
CTHYLACETOACETATE 

4- KETOVALERIC ACID. METHYL ESTER 
ADIPIC ACID 

ADIPIC ACID 
ADIPIC ACID 
ADIPIC ACID 
AOIPIC ACID 
ADIPIC ACID 
ADIPIC ACID 
ADIPIC ACID 
ADIPIC ACID 
ADIPIC ACID 
AOIPIC ACID 
ADIPIC ACID 

ETHYLENE GLYCOL DIACETATE 
ETHYLENE GLYCOL DI ACETATE 
A-BROMO-A-METHYL BUTYRYLUREA 
A-8R0M0-A-METHYL BUTYRYLUREA 
A- BROMO-I-V AL ERYLUREA 
A-BROMO-I-VALERYLUREA/BROMISOVALUH/ 
A- BROMOVAL ERYLUR EA 
A- 8R0M0VAL ERYLUREA 
B- BROMOVAL ERYLUREA 
G- BROMOVAL ERYLUREA 
A-6THYL-B-BROM0PROPI0NYLUREA 
A-METHYL-B-BROMOBUTRYLUREA 
A-METHYL-G-BROHO BUTYRYLUREA 
A-CHLORO-I-VAL ERYLUREA 
A-10DO-I-VALERYLUREA 
POTASSIUM HEXANOATE 

2- AZACYCLOHEPTANONE 

0- ll-ETHYL-ALLYL (CARBAMATE 
NI TROCYCLOHEXANE 

A-AMINOBUTYRIC ACID? N- ACETYL (DL I 
A-AMINOBUTYRIC ACI D»N- ACETYL I OL ) 
2-AZACYCLQHEPTANTHIONE 
HEXANOIC ACID. SOOIUM SALT 
SODIUM HEXANOATE 
2-BR0M0-2-ETHYLBUTYRAM IDE 

1.6- DIBR0MO-l,6-DIOE0XYGALACTITOL (1048001 
1, 6-01 BROMO-l, 6-DI OEOXYMANNI TOL ( 9*100) 

1- 12— HYOROXYETHYL l-2-HETHYL IMIDAZOLINE 
VALERYLUREA 

1— VALERYLUR EA 
HEXAMETHYLENE TETR AMINE 
HEXAM ETHYL ENET ETRAMINE 
HEXAHETHYLENETETRAMINE 
CYCLOHEXANOL 

2- HEXANONE 
HEXANOIC ACID 
HEXANOIC ACID 
HEXANOIC AC 10 
HEXANOIC ACIO 
HEXANOIC ACIO 
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NO. 


SOLVENT 


REF 


FOOT 


LOGP 


LOGP 




EMPIRICAL 








NOTE 


SOLV 


OCT 




FORMULA 


1901 


CHCL3 


29 




1.05 


2.19 


A 


C6H1202 


1902 


CHCL 3 


46 




0.85 


1.99 


A 


C6H12Q2 


1903 


OILS 


209 




0.83 


2.01 


A 


C6H1202 


1904 


BENZENE 


44 




0.67 


2.06 


A 


C6H12Q2 


1905 


BENZENE 


29 




0.63 


2.02 


A 


C6H1202 


1906 


N-BUTANOL 


190 




1.86 


2.12 




C6H1202 


19C7 


I -8UTANOL 


4 




1.87 


2.12 




C6H1202 


1908 


I-BUTANOL 


184 




1.89 


2.15 




C6H1202 


1909 


SEC-BUTANOL 


190 




1.39 


1.46 




C6H1202 


1910 


XYLENE 


46 




0.34 


2.06 


A 


C6H1202 


1911 


TOLUENE 


29 




0.56 


2.07 


A 


C6H1202 


1912 


TOLUENE 


7 


26 


1.03 


2.48 


A 


C6H1202 


1913 


PRIM. PENTANOLS 


190 




2.04 


2.24 




C6H1202 


1914 


2-BUTANONE 


190 




1.36 


2.13 




C6H12Q2 


1915 


OCTANE 


60 


47 


-0. 52 






C6H1202 


1916 


OLEYL ALCOHOL 


5 




1.65 


2.20 




C6H1202 


1917 


S-PENTANOLS 


190 




1.94 


1.93 




C6H1202 


1918 


DODECANE 


60 


47 


-0.72 






C6H1202 


1919 


HEXAOECANE 


60 


47 


-0.85 






C6H1202 


1920 


IOOOMETHANE 


7 


26 


0.81 






C6H1202 


1921 


DECALIN 


7 


26 


-0.23 






C6H1202 


1922 


CHCL 3 


29 




0.90 


2.03 


A 


C6H1202 


1923 


OILS 


220 




0.90 


2.02 


A 


C6H1202 


19 24 


BENZENE 


29 




0.57 


1.96 


A 


C6H1202 


1925 


XYLENE 


46 




0.18 


1.89 


A 


C6H1202 


1926 


DIETHYL ETHER 


2 




0.95 


0.95 


A 


C6H1203 


1927 


OILS 


2 




0.28 


0.70 


8 


C6H1203 


1928 


OILS 


173 




0.28 


0.59 


B 


C6H1203 


1929 


OILS 


2 96 




0.45 


0.70 


B 


C6H1203 


1930 


I-BUTANOL 


4 




-1.24 


-2.24 




C6H1205 


1931 


I-BUTANOL 


4 




-1.77 


-3.00 




C6H12Q6 


1932 


I-BL'TANQL 


4 




-1.96 


-3.29 




C6H1206 


1933 


I-BUTANOL 


4 


11 


-1.47 


-2.57 




C6H1207 


1934 


OCTANOL 


216 


46 


-1.93 


-1.93 


" 


C6H13CL IN201 


1935 


XYLENE 


46 




0.33 


0.94 


9 


C6H13N1 


1936 


CCL4 


234 


12 


-0.45 






C6H13NL01 


1937 


N-BUTANOL 


225 




-0.51 


-1.22 




C6H13N102 


1938 


OCTANOL 


56 




-1.71 


-1.71 


» 


C6H13N102 


1939 


01 ETHYL ETHER 


3 




-4.92 


-3.46 


B 


C6H13N102 


1940 


N-BUTANOL 


225 




-0.74 


-1.55 




C6H13N102 


1941 


I-EUTANOL 


4 




-1.21 


-2.21 




C6HL3N102 


1942 


OCTANOL 


181 


10 


-0.15 


-0.15 


m 


C6H1309P1 


1943 


N-BUTANOL 


181 


10 


-1.52 






C6H1309P1 


1944 


PRIM. PENTANOLS 


181 


10 


-0.70 






C6H1309P1 


1945 


HEXANOL 


181 


18 


-0. BZ 






C6H1309P1 


1946 


OCTANOL 


181 


10 


-1.00 


-1.00 


m 


C6H1309P1 


1947 


PRIM. PENTANOLS 


181 


10 


-1.00 






C6H1309PI 


1948 


OCTANOL 


181 


10 


-0.10 


-0.10 




C6H1309PI 


1949 


N-BUTANOL 


181 


10 


-1.05 






C6H1309P1 


1950 


PRIM. PENTANOLS 


181 


10 


-1.00 






C6H1309P1 


1951 


HEXANOL 


181 


18 


-0.40 






C6H1309P1 


1952 


OCTANOL 


181 


10 


-0.10 


-0.10 




C6H1309P1 


1953 


N-BUTANOL 


181 


10 


-0.30 






C6H1309PI 


19 54 


PRIM. PENTANOLS 


181 


10 


-1.40 






C6H1309P1 


1955 


HEXANOL 


181 


18 


-1.00 






C6H1309PI 


1956 


OCTANOL 


181 


10 


0.38 


0.38 


■ 


C6H1309P1 


195T 


N-BUTANOL 


161 


10 


-1.00 






C6H1309P1 


1958 


PRIM. PENTANOLS 


181 


10 


-0.05 






C6H1309P1 


1959 


HEXANOL 


181 


18 


0.26 






C6H1309P1 


1960 


N-BUTANOL 


295 


52 


-0. 13 


-0.69 




C6H14CL1N102 


1961 


N-BUTANOL 


295 


52 


-0.08 


-0.62 




C6H14CLIN102 


1962 


OILS 


271 




0.93 


1.20 


B 


C6H14F103PI 


1963 


CCL4 


228 




1.57 


1.47 


8 


C6H14F103P1 


1964 


CCL4 


271 




1.58 


1.38 


B 


C6H14F103P1 


1965 


OILS 


271 




1.18 


1.33 


B 


C6H14F103P1 


1966 


CCL4 


271 




1.78 


3.20 


N 


C6H14F103P1 


1967 


SEC-BUTANOL 


84 


19 


-1.66 


-2.82 




C6H14N202 


1968 


SEC-BUTANOL 


84 


19 


-1.49 


-2.59 




C6H14N402 


1969 


OCTANOL 


186 




2.03 


2.03 


■ 


C6H1401 


1970 


OCTANOL 


56 




2.03 


2.03 


■ 


C6H1401 


1971 


OILS 


201 




0.88 


1.99 


A 


C6H1401 


1972 


OCTANE 


59 




0.28 






C6H1401 


1973 


OOOECANE 


59 




0.22 






C6H1401 


1974 


HEXAOECANE 


59 




0.11 






C6H1401 


1975 


OCTANOL 


218 




2.03 


2.03 


m 


C6H1401 


1976 


OILS 


173 




0.18 


0.51 


8 


C6H1402 


19 77 


OILS 


224 




0.90 


1.17 


6 


C6H1402 


1978 


DIETHYL ETHER 


3 




-0.92 


-0.69 


A 


C6H1402 


1979 


OILS 


2 




-2.17 


-0.74 


A 


C6H1402 


1980 


OILS 


2 




-1.62 


-0.24 


A 


C6H1402 


1981 


DIETHYL ETHER 


3 




-0.29 


-0.14 


A 


C6H1402 


19 82 


DIETHYL ETHER 


2 




-1.19 


-0.93 


A 


C6H1403. 


19 83 


OILS 


2 




-2.22 


-0.79 


A 


C6H1403 


19 64 


DIETHYL ETHER 


2 




-1.45 


-1.17 


A 


C6H1403 


19 85 


OILS 


2 




-2.70 


-1.23 


A 


C6H1403 


1986 


DIETHYL ETHER 


2 




-2.51 


-2.09 


A 


C6H1403 


19 87 


DIETHYL ETHER 


3 




-2.51 


-2.08 


A 


C6H1404 


19 88 


t-BUTANOL 


4 




-0.58 


-1.32 




C6H1404 


19 89 


I-BUTANOL 


4 




-1.85 


-3.10 




C6H1406 


1990 


N-BUTANOL 


181 


10 


0.00 






C6H14012P2 


1991 


PRIM. PENTANOLS 


181 


10 


0.23 






C6H14012P2 


1992 


HEXANOL 


181 


18 


-0.15 






C6H14012P2 


1993 


XYLENE 


46 




1.17 


1.84 


8 


C6H15N1 


1994 


OCTANOL 


218 




1.70 


1.70 




C6H15N1 


1995 


OCTANOL 


218 




1.73 


1.73 




C6H15N1 


1996 


DIETHYL ETHER 


3 




0.95 


1.69 


B 


C6H15N1 


1997 


BENZENE 


205 




1.05 


1.28 


B 


C6H15N1 


1998 


I-BUTANOL 


4 




1.62 


1.77 




C6H15N1 


1999 


XYLENE 


46 




1.24 


1.87 


8 


C6H15N1 


2000 


• TOLUENE 


68 




1.16 


1.47 


B 


C6H15N1 



NAME 



HEXANDIC ACID 
HEXANOIC ACID 
HEXANOIC AC 10 
HEXANOIC ACID 
HEXANOIC ACID 
HEXANOIC ACID 
HEXANOIC ACID 
HEXANOIC ACID 
HEXANOIC ACID 
HEXANOIC ACID 
HEXANOIC ACID 
HEXANOIC ACID 
HEXANOIC ACID 
HEXANOIC ACID 
HEXANOIC ACID 
HEXANOIC ACID 
HEXANOIC ACID 
HEXANDIC ACID 
HEXANOIC ACID 
HEXANOIC AC ID 
HEXANOIC ACID 
1-HEXANOIC ACID . 
I-HEXANOIC ACID 
I-HEXANOIC ACID 
I-HEXANOIC ACID 
PARALDEHYDE 
PARALDEHYDE 
PARALDEHYDE 
PARALDEHYDE 
RHAMNOSE 
FRUCTOSE 
GLUCOSE 
GLUCONIC ACID 

1-I2-HYDROXYETHYD-2-HETHYLIMIDAZOLINE HCL 

N- METHYL PI PER I DINE 

DIETHYLACET AMIDE 

A-AMINOCAPRDIC ACID 

LEUCINE 

LEUCINE 

LEUCINE 

LEUCINE 

FRUCT0SE-6-PH0 SPHATE 

FRUCT0SE-6-PH0SPHATE 

FRUCT0SE-6-PH0 SPHATE 

FRUCT0SE-6-PHOSPHATE 

GLUCOSE-1-PHOSPHATE 

GLUCDSE-l-PHOSPHATE 

GLUCDSE-6-PH0SPHATE 

GLUC0SE-6-PH0SPHATE 

SLUC0SE-6-PH0SPHATE 

GL UCOS E-6-PH0S PHAT E 

SORBOSE- 1-PHDSPHATE 

SORBDSE-1-PHOSPHATE 

SORBOSE-1-PHOSPHATE 

SORBOSE-1-PHOSPHATE 

S0RBDSE-6-PH0SPHATE 

SORBOS E-6-PH0SPHAT E 

S0RBOSE-6-PHOSPHATE 

S0RB0SE-6-PH0SPHATE 

LEUCINE HYDROCHLORIDE 

I-LEUCINE HYDROCHLORIDE 

DI-I-PROPYLFLUOROPHOSPHATE 

DI-I-PROPYLFLUOROPHOSPHATE 

DI— I -PROPYL FLUOROP HO SPHATE • 

DI-N-PROPYLFLUOROPHOSPHATE 

DI-N-PROPYLFLUOROPHOSPHATE 

LYSINE 

ARGININE 

BUTYL- ETHYL ETHER 

HEXANOL 

HEXANOL 

HEXANOL 

HEXANOL 

HEXANOL 

PROPYL ETHER 

DI ETHYLACETAL 

DIETHYLACET AL 

1,6-HEXANEDIOL 

1,6-HEXANEDIOL 

METHYL PENT ANEDIOL 

2.4-PENTANE0I0L.2-HETHYL 

DI ETHYLENE GLYCOL MONOETHYL ETHER 

DI ETHYLENE GLYCOL » MONO ETHYL ETHER 

DIPROPYLENE GLYCOL 

DI PROPYLENE GLYCOL 

HEXANETRIOL 

TR IETHYLENE GLYCOL 

TRIETHYLENE GLYCOL 

MANNITOL 

HEXOSE-DIPHOSPHATE 

HEXOSE-DIPHOSPHATE 

HE XOSE-Ot PHOSPHATE 

DI-I-PROPYL AMINE 

DIMETHYLBUTYLAM INE 

DI PROPYLAMINE 

DI PROPYLAMINE 

01 PROPYLAMINE 

DI PROPYLAMINE 

01 PROPYLAMINE 

DI PROPYLAMINE 
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NO. 


SOLVENT 


REF 


FOOT 


LOGP 


LOGP 




EMPIRICAL 






NOTE 


SOLV 


OCT 




FORMULA 


2001 


I-BUTANOL 


4 




2.02 


2.34 




C6H15N1 


20C2 


XYLENE 


46 




0. 89 


1*52 


B 


C6H15N1 


2003 


OCTANOL 


218 




1.44 


1.44 




C6H15N1 


200* 


BENZENE 


355 




1.13 


1.30 


B 


C6H 15 Nl 


2005 


I-BUTANOL 


4 




1.32 


1.47 




C6H15N1 


2006 


XYLENE 


46 




1.11 


1.77 


B 


C6H 15 Nl 


20C7 


TOLUENE 


68 




l.QO 


1.37 


B 


C6H 15 Nl 


200S 


TOLUENE 


66 




0. 76 


1. 20 


3 


C6H 15 N 1 


2009 


TOLUENE 


355 




0.92 


1.32 


B 


C6H 15 Nl 


2010 


PRIM. PENTANOLS 


182 




1 .42 


1 .42 






2011 


01 ETHYL ETHER 


3 




—0. 46 


0.46 


B 


riu i cut ni 
\rOft isniui 


2012 


I-BUTANOL 


4 




0. 58 


0. 31 




L6H13N1U1 


2013 


OCTANOL 


5 




-0. 82 


-0. 82 


* 


riuiluim 
L6H13N1U4 


2014 


DIETHYL ETHER 


3 




-2.23 


—1.10 


B 


C6H15N1UZ 


2015 


I-BUTANOL 


4 




-0.15 


-0.72 




C6H15N102 


2016 


DIETHYL ETHER 


3 




-2.96 


-1.75 


B 


C6H15N103 


2017 


I-BUTANOL 


4 




-0.58 


-1.32 




C6H15N103 


2018 


CCL4 


135 




1.90 


1.67 


B 


C6H1502P1S2 


2019 


PRIM. PENTANOLS 


236 


17 


0.73 


0.62 




C6H1504P1 


2020 


OCTANOL 


56 




0. 30 


0.30 


a 


C6H16N2 


2021 


OCTANOL 


298 




3.57 


3. 57 


* 


C6H16S1 1 


2022 


OCTANOL 


298 




3.84 


3.84 




C6H16S 1 1 


20 23 


OCTANOL 


56 




0.28 


0.28 


m 


C6H18N301P1 


2024 


I-BUTANOL 


4 




-0.82 


-1.66 




C6H18N4 


2025 


OCTANOL 


206 




4.53 


4.53 


m 


C7H1CL5N2 


2026 


OCTANOL 


206 


27 


3. 50 


3.50 


m 


C7H2CL2F3N3 


2027 


HEXANE 


2 99 




0.49 






C7H3BR2N1Q1 


2028 


OCTANOL 


206 


27 


2. 69 


2 • 69 


* 


L I H3LL1 r JHrJ 


2029 


HEXANE 


299 




-0. 14 








2030 


HEXANE 


299 




1.08 






C7H3 1 in 1U1 


2031 


DIETHYL ETHER 


46 




0.27 


0. 36 


A 


C 7H 3N3U0 


2032 


OILS 


173 




2. 61 


3.56 


A 


C7H4BR1N1 


2033 


OCTANOL 


206 


27 


1.23 


1.23 




C7H4F3N3 


2034 


OCTANOL 


206 


27 


0.94 


0.94 




C7H4F3N3 


2035 


OCTANOL 


10 




1.17 


1.17 


■ 


C7H4N202 


2036 


OCTANOL 


10 




1.19 


1.19 


* 


C7H4N202 


2037 


DIETHYL ETHER 


46 




1.18 


1.16 


A 


C7H4N206 


2038 


CHCL3 


46 




-0.88 


0.42 


A 


C7H4N206 


2039 


XYLENE 


46 




-0.92 


0.79 


A 


C7H4N206 


2040 


CHCL3 


149 




0.18 


1.38 


A 


C7H4N206 


2041 


CHCL3 


46 




0.07 


1.28 


A 


C7H4N206 


2042 


CHCL3 


356 




-0.20 


1.04 


A 


C7H4N206 


2043 


XYLENE 


46 




0.09 


1.90 


A 


C7H4N206 


2044 


HE-I-BUT. KETONE 


149 




2.48 


2.22 




C7H4N2D6 


2045 


OCTANOL 


276 




1.60 


1.60 


" 


C7H4N404 


2046 


OCTANOL 


10 




2. 87 


2.87 




C7H5BR1CJ2 


2047 


CHCL3 


29 




2.04 


3.07 


A 


C7H5BR102 


2048 


CHCL3 


29 




0.91 


2.05 


A 


C7H5BR102 


2049 


OCTANOL 


10 




2. 86 


2. 86 


■ 


C7H5BR102 


2050 


OCTANOL 


218 




2.46 


2.46 


* 


C7H5CL1N201 


2051 


OCTANOL 


10 




2. 68 


2. 68 




C7H5CL102 


2052 


CHCL3 


29 


12 


1. 92 


3.05 


A 


C7H5CL102 


2053 


TOLUENE 


29 




1.12 


2.56 


A 


C7H5CC102 


20 54 


OCTANOL 


65 




1.98 


1 . 98 


■ 


C7H5CL102 


20 55 


DIETHYL ETHER 


46 




2.14 


2.00 


A 


C7H5CL102 


2056 


CYCLOHEXANE 


357 




-0. 34 






C7H5CL102 


20 57 


CHCL3 


29 




0. 90 


2. 03 


A 


C7H5CL 102 


2058 


XYLENE 


46 




0.01 


1.80 


A 


C7H5CL102 


2059 


TOLUENE 


29 




0.27 


1.81 


A 


C7H5CL102 


2060 


OCTANOL 


10 




2.65 


2.65 


■ 


C7H5CL102 


2061 


CHCL3 


29 




1.72 


2.78 


A 


C7H5CL102 


2062 


TOLUENE 


29 




1.26 


2.68 


A 


C7H5CL102 


2063 


OCTANOL 


235 




2.92 


2.92 


■ 


C7H5CL3 


2064 


OCTANOL 


10 




2.15 


2.15 




C7H5F102 


2065 


OCTANOL 


10 




2.07 


2.07 




C7H5F102 


2066 


OCTANOL 


56 




2.79 


2.79 


* 


C7H5F3 


2067 


OCTANOL 


217 


07 


1.73 


1.73 


E 


C7H5F3N204SI 


2068 


CHCL3 


217 


07 


0. 19 


1.44 


A 


C7H5F3N204S1 


2069 


OCTANOL 


56 




3.17 


3. 17 




C7H5F301 


20 70 


OCTANOL 


10 




2.95 


2.95 


3 


C7H5F301 


2C71 


OCTANOL 


261 




2.80 


2.80 


1 


C7H5F301 


2072 


OCTANOL 


56 




2.71 


2.71 




C7H5F302S1 


2073 


OCTANOL 


56 




3.79 


3.79 


* 


C7H5F3S1 


2074 


OCTANOL 


10 




3.13 


3.13 


• 


C7H5I102 


2075 


OCTANOL 


65 




2.40 


2.40 


■ 


C7H5I102 


2076 


DIETHYL ETHER 


46 




3.11 


2.85 


A 


C7H51102 


2077 


CHCL3 


46 




1.09 


2.21 


A 


C7H5U02 


2078 


XYLENE 


46 




0.49 


2.32 


A 


C7H5I102 


2079 


OCTANOL 


10 




3.02 


3.02 


■ 


C7H5I102 


20 80 


OCTANOL 


10 




1.56 


1.56 




C7H5N1 


2081 


CYCLOHEXANE 


358 




1.06 






C7H5NI 


2082 


OCTANOL 


309 




1.59 


1.59 


■ 


C7H5N101 


2083 


OCTANOL 


10 




1.70 


1.70 


B 


C7H5N101 


2084 


OCTANOL 


10 




1.60 


1.60 


a 


C7H5N101 


2085 


01 ETHYL ETHER 


112 




1.79 


1. 68 


A 


C7H5N101SI 


20 86 


OCTANOL 


65 




0.91 


0.91 




C7H5N103S1 


2087 


DIETHYL ETHER 


359 


16 


0.64 


0.67 


A 


C7H5N103SI 


2088 


DIETHYL ETHER 


113 


16 


0.60 


0.64 


A 


C7H5N103S1 


2089 


CHCL3 


113 


16 


-0.06 


1.17 


A 


C7H5N103S1 


2090 


I-PENT. ACETATE 


359 


12 


1.51 


1.39 




C7H5N103S1 


2091 


OCTANOL 


10 




1.83 


1.83 




C7H5N104 


2C92 


DIETHYL ETHER 


46 




1.97 


1.85 


A 


C7H5N104 


2093 


CHCL3 


29 




0.48 


1.66 


A 


C7H5N104 


2094 


CHCL3 


2 54 




0.41 


1.55 


A 


C7H5N104 


2095 


BENZENE 


356 




0.21 


1.58 


A 


C7H5N104 


2096 


XYLENE 


46 




0.02 


1.83 


A 


C7H5N104 


2097 


TOLUENE 


29 




0.09 


1.66 


A 


C7H5N104 


2098 


N-HEPTANE 


254 




-1.22 






C7H5N104 


2099 


DIETHYL ETHER 


46 




1.59 


1.52 


A 


C7H5N104 


2100 


CYCLOHEXANE 


357 




-0.88 






C7H5N104 



NAME 



HEXYLAHINE 

HEXYLAMINE 

TRIETHYLAMINE 

TRIETHYLAMINE 

TRIETHYLAMINE 

TRIETHYLAMINE 

TRIETHYLAMINE 

TRIETHYLAMINE 

TRIETHYLAMINE 

TRIETHYLAMINE 

01 ETHYLETHANOL AMINE 

DIETHYL ETHANOL AMINE 

DI-I-PROPANOLAMINE 

DI -I -PROP ANOL AMINE 

OI-I-PROPANOL AMINE 

TR I ETHANOL AMINE 

TR I ETHANOLAH INE 

PHOSPHORODITHIOTIC ACID.DI-I-PROPYL 
PHOSPHATE. DI-N-PROPYL 

ETHYLENEDI AMINE. N,N,N ■ ,N '-TETRAHETHYL 
SI LANE i BUTYL -DIM ETHYL 
SILANE, PROPYL-TR IM ETHYL 
HEXAMETHYL PHOSPHORIC TRIAMIDE 
TRIETHYLENETETRAHINE 

BENZIM IDAZOLEt 2. 4, 5, 6, 7-PENTACHLORO. 
4- PYRIDINE IMI DAZOLE, 2-TRI FL0R0ME-6, 7-DI CL 
4- HYDROXY- 3 . 5- DI BROMO 3 ENZON I TR I L E 
4-PYRIDINE IMIDAZOLE. 2-TRI FLU0ROKE-6-CL 
4-HYDR0XY-3, 5-D1CHL0R0BENZ0NITRILE 
4-HYDR0XY-3i 5-DI IODOBENZON ITRILE 
2,4.6-TRINITROBENZOIC ACID 
BR QMOBENZON ITRILE 

4- PYRIDINE IMIDAZOLE. 2- TR 1 FLUOR OMETHYL 

5- PYRTOINE IMIDAZOLE, 2-TRI FLUOROMETHYL 
BENZENE, 3-CYANO-l-NITRO 

BENZENE, 4-CYAN0-1-N ITRO 
2,4-DINITROBENZDIC ACID 
2,4-DINITROBENZOIC ACID 

2.4- DINITROBENZOIC ACID 

3.5- DINITROBENZDIC ACID 
3, 5-DINITROBENZOIC ACID 
3,5-DINITROBENZOIC ACID 
3, 5-DINITROBENZOIC ACID 
3, 5-DINITROBENZOIC ACID 
5.7-DINITROBENZPYRAZOLE /PKA - 1.20/ 
M-BROMOBENZOIC ACID 
M-BROMOBENZOIC ACIO 
0-BROMOBENZ01C ACIO 
P-BROMOSENZOIC ACIO 

BENZOXAZOLE, 2- AM 1N0-5-CHL0R0/Z0XAZ0LAHI NE / 

M-CHLOROBENZOIC ACID 

M- CHL0R08ENZ0IC ACIO 

M-CHLOROBENZOIC ACID 

0-CHLDROBENZOIC ACID 

O-CHLOROBENZOIC ACID 

0-CHLOROBENZOIC ACID 

O-CHLOROBENZOIC ACID 

0-CHLOROBENZOIC ACID 

O-CHLOROBENZOIC ACID 

P-CHLOROBENZDIC ACID 

P-CHLOROBENZOIC ACID 

P-CHLOROBENZOIC ACID 

A, A, A-TR ICHLORDTOLUENE 

H-FLUOROBENZOIC ACID 

P-FLUOROBENZOIC ACID 

BENZENE, TR I FLUOROMETHYL 

3-TR I CHLOR0METHYL-4-N I TROBENZENE SULFONAMIDE 

3-TR1 CHL0R0HETHYL-4-NI TROBENZENESULFONAM IDE 

BENZENE, TRIFLUORQMETHQXY 

M-TR I FLUOROMETHYL PHENOL 

0-TRIFLUOROMETHYLPHENOL 

SULFONE, PHENYL -TR I FLUOROMETHYL 

BENZENE, TRI FLUOROMETHYL TH 10 

M-IODOBENZOIC ACID 

0-IOOOBENZOIC ACID 

0-IODOSENZOIC ACID 

0-IOOOBENZOIC ACID 

0-I0D08ENZ0IC ACID 

P-IOOOBENZOIC ACID 

BfcNZONITRILE 

BENZONITRILE 

BENZOXAZOLE 

H-CYANOPHENOL 

P-CYANOPHENOL 

BENZOXAZOLTHION 

SACCHARIN 

SACCHARIN 

SACCHARIN 

SACCHARIN 

SACCHARIN 

M-NITROBENZOIC ACID 
M-NITRO BENZOIC ACIO 
M-NITROBENZOIC ACIO 
M-NITROBENZOIC ACIO 
M-NITROBENZOIC ACID 
M-NITROBENZOIC ACID 
M-NITROBENZOIC ACIO 
M-NITROBENZOIC ACID 
0-NITROBENZOIC ACID 
0-NITR08ENZOIC ACID 
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NO. 


SOLVENT 


REF 


FOOT 


LOGP 


LOGP 




EMPIRICAL 








NOTE 


S0LV 


OCT 




FORMULA 


2101 


CHCL3 


29 




0.03 


1.25 


A 


C7H5N104 


2102 


CHCL3 


46 




-0.19 


1.04 


A 


C7H5N104 


2 103 


BENZENE 


307 




-0.30 


1.12 


A 


C7H5N104 


2104 


BENZENE 


356 




-0.21 


1.16 


A 


C7H5N104 


21C5 


XYLENE 


46 




-0.35 


1.31 


A 


C7H5N104 


2106 


TOLUENE 


29 




-0.32 


1.30 


A 


C7H5N104 


21C7 


QCTANOL 


10 




1.89 


1.89 




C7H5N104 


2108 


C.HCL3 


29 




0. 86 


2.00 


A 


C7H5N104 


2 109 


BENZENE 


307 




0.31 


1.67 


A 


C7H5N104 


21 10 


XYLENE 


46 




0.07 


1.85 


A 


C7H5NL04 


2111 


TOLUENE 


29 




0.51 


2.03 


A 


C7H5N104 


2L12 


QCTANOL 


186 




2.01 


2.01 




C7H5N1S1 


21 13 


OCTANOL 


309 




2.03 


2.03 


■ 


C7H5N1S1 


2114 


OCTANOL 


218 




3.28 


3.28 


m 


C7H5N1S1 


21 15 


OCTANOL 


238 




3.22 


3.22 


= 


C7H5N1S1 


21 16 


OCTANOL 


206 




1.64 


1.64 




C7H5N302 


2117 


OCTANOL 


216 


78 


-0.85 


-0.85 


M 


C7H5NA103 


21 18 


OILS 


292 




-0.97 


-0.37 


8 


C7H5NA103 


21 19 


BENZ ENG 


311 


6 


0.35 






C7H681F302 


2120 


BENZENE 


311 


6 


-1.71 






C7H6B1N106 


2121 


OCTANOL 


206 




2.39 


2.39 


j. 


C7H6CL1N3S1 


2122 


OCTANOL 


216 




1.82 


1.82 




C7H6N2 


2123 


OCTANQL 


218 




1.34 


1.34 


« 


C7H6N2 


2124 


OCTANOL 


206 




1.50 


1.50 




C7H6N2 


2125 


OCTANOL 


360 




1.20 


1.20 


a 


C7H6N2 


2126 


DIETHYL ETt-ER 


112 




-0.02 


0.82 


e 


C7H6N2 


2127 


CHCL3 


112 


50 


-0. 10 


1.12 


A 


C7H6N2 


2128 


OCTANOL 


309 




1.82 


1. 82 




C7H6N2 


2129 


OCTANOL 


217 


07 


0.23 


0.23 


„ 


C7H6N202S1 


21 30 


CHCL3 


217 


07 


-0.61 


0.01 


N 


C7H6N202S1 


2131 


OCTANOL 


235 




1.48 


1.48 




C7H601 


2132 


DIETHYL EThER 


243 


50 


1.74 


2.41 


B 


C7H601 


2133 


CYCLOHEXANE 


141 




1.13 






C7H601 


2134 


CYCLOHEXANE 


248 




1.34 






C7H601 


2135 


BENZENE 


248 


50 


2.10 


2.00 


B 


C7H601 


?} 


ft r w?r u?rt 


248 




2.35 






C7H60L 


2 1 37 


nr t Ahim 

L) U ■ MlHUL 


10 




1 . 87 


1.87 




C7H602 


21 38 


Ul C 1 MIL ClrCR 


3 




1.89 


1. 78 


A 


C7H602 


2 L 39 


ft T STUVI FT>- Fft 


46 




1.78 


1.68 


A 


C7H602 




QT FTHVI FTJ-FR 


36 




1. 85 


1.72 


A 


C7H602 


Z 14 1 


CHCL 3 


29 




0.71 


1. 86 


A 


C7H602 


2142 


CHCL3 


39 




0.30 


1. 51 


A 


C7H602 


2143 


CHCL 3 


254 




0.46 


1.60 


A 


C7H602 


2 144 


CHCL3 


17 




0. 54 


1.73 


A 


C7H602 


2145 


OILS 


361 




0.66 


1.86 


A 


C7H6Q2 


2146 


OILS 


362 




0.54 


1.71 


A 


C7H602 




QCMT CM C 


29 




0,21 


1.58 


A 


C7H602 


2 148 


R FN 7 FW F 
DC1MZ CMC 


39 




0. 24 


1. 61 


A 


C7H6Q2 


2 149 


neuieue 
sen l era c 


38 




0.18 


I. 55 


A 


C7H602 


21 50 


□ rii 7 cm C 


3 63 


12 


*-0.21 


1.17 


A 


C7H602 


2151 


BENZENE 


36 




0.36 


1.73 


A 


C7H602 


2152 


BENZENE 


20 




0.12 


1.49 


A 


C7H602 


2153 


l-BUTANGL 


4 




1.69 


1.87 




C7H602 


2154 


XYLENE 


46 




-0. 19 


1.58 


A 


C7H602 


2155 


XYLENE 


36 


12 


0.44 


2.23 


A 


C7H602 


2156 


TOLUENE 


29 




0.36 


1.90 


A 


C7H602 


2157 


TOLUENE 


36 




0.48 


2.00 


A 


C7H602 


2158 


CCL4 


364 


12 


-2.90 






C7H602 


2159 


ETHYL BENZ0ATE 


17 




l.SO 






C7H602 


2160 


OI-PENTYL ETHER 


17 




0. 95 






C7H602 


2161 


N-KEPTANE 


254 




-0.72 






C7H602 


2162 


PARAFFINS 


291 




-0.12 






C7H602 


2163 


DIETHYL ETHER 


248 




1.32 


1.27 


A 


C7H602 


2164 


BENZ £N£ 


248 




-0.16 


1.21 


A 


C7H602 


2165 


CLCH2CH2CL 


248 




0.44 






C7H602 


2166 


QCTANOL 


365 




1.70 


1.70 


„ 


C7H602 


2167 


OCTANOL 


26B 


32 


1.81 


1.81 


m 


C7H602 


2168 


Tflt I1FHF 


1 50 




2. 15 


2. 70 


8 


C7H602 


2169 


D T FTHVI FTHFfl 
w i c in it e i ncn 


366 




1.10 


1.08 


A 


C7H602 


2170 


CHCL3 


366 




—0. 12 


1.11 


A 


C7H602 


2171 




366 




—0. 55 


0. 87 




C7H602 


2172 


CCL4 


366 






0.41 




r7H6n? 


2173 


CLCH2CH2CL 


366 




nil 
v. 1 1 








2174 


CLCH2CH2CL 


248 




u« £l 






C7H6D5 


2175 


DI-I-PR» ETHER 


366 




0. 84 


i. 31 




1. InsUC 


2176 


QCTANOL 


9 




0. 53 


A K3 
U. 33 




C7H602 


2177 


CHCL3 


367 


12 


1 . 70 


1 . £1 






2178 


OCTANOL 


10 




1.50 


1 . 50 




C7H603 


2179 


DIETHYL ETHER 


3 




1.32 


1.27 


A 


C7H603 


2180 


I-8UTAN0L 


4 




1.40 


1.47 




C7H603 


2181 


OCTANOL 


186 




2.26 


2.26 


m 


C7H603 


2182 


QCTANOL 


218 




2.21 


2.21 




C7H603 


2183 


DIETHYL ETHER 


3 




2.37 


2.20 


A 


C7H603 


2184 


DIETHYL ETHER 


46 




2.53 


2.32 


A 


C7H603 


2185 


^vri nucvAUC 
l»T LLUn C A an e 


15 




— 1. 02 






C7H603 


2186 


CYCLOHEXANE 


357 




-0.50 






C7H603 


2187 


CHCL3 


149 




0.48 


1.66 


A 


C7H603 


2188 


CHCL3 


29 




0.50 


1.67 


A 


C7H603 


2189 


CHCL3 


39 


12 


0.34 


1.46 


A 


C7H603 


2190 


CHCL 3 


254 




0.46 


1.60 


A 


C7H603 


■5191 


OILS 


173 




1.00 


2.10 


A 


C7H603 


2192 


BENZENE 


39 




0.45 


1.81 


A 


C7H603 


2193 


BENZENE 


36S 


68 


0.38 


1.88 


A 


C7H603 


2L94 


I— BOTANOt 


4 




2.13 


2.31 




C7H603 


2195 


XYLENE 


46 




0.11 


1.93 A 


C7H603 


2196 


TOLUENE 


29 




0.31 


1.80 


A 


C7H603 


2197 


ecu 


17 




-0.30 






C7H603 


2198 


ETHYL BENZQATE 


17 




1.90 






C7H603 


2199 


N-HEPTANE 


254 




-0. 92 






C7H603 


2200 


ME-I-BUT. KETONE 


149 




2.51 


2.25 




C7H603 



NAME 



0-NITROBENZOIC ACID 
0-NITR08ENZ0IC ACIO 
0-NITROBENZOIC ACID 
0-NITROBENZOIC ACIO 
0-NITROBENZOIC ACIO 
0-NITR08ENZ0IC ACID 
P-NITR08ENZ0IC ACIO 
P-NITR08ENZDIC ACID 
P-NITR08ENZ0IC ACIO 
P-NITR08ENZOIC ACID 
P-NITROSENZOIC ACID 
BENZOTHIAZOLE 
BENZOTHIAZOLE 
PHENYL 1S0THI0C VAN ATE 
PHENYL ISOTHIOCYANATE 
BENZIMIDAZOLE, 5-NITRO 
SODIUM SALICYLATE 
SODIUM SALICYLATE 

PHENYL BORONIC AC ID , 3-TR IFLUOROME TH YL 

PHENYL BORONI C AC 10 , 3-N I TRO ,4-CARBOXYL 

4-PYRIDINE IMIDAZOLE. 2-METHYLTHIO-6-CHL0RO 

7-AZAIN0OLE 

BENZIMIDAZOLE 

BENZIMIDAZOLE 

BENZIMIDAZOLE 

BENZIMIDAZOLE 

BENZIMIDAZOLE 

1NDAZOLE 

P-CYANOBENZENESULFON AMIDE 

P-CYANOBENZENESULFONAM IDE 

BENZAL DEHYDE 

BENZALDEHYDE 

BENZAL DEHYOE 

BENZALDEHYDE 

BENZAL DEHYDE 

BENZAL DEHYDE 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACID 

BENZOIC ACIO 

M-HYDROXYBENZAL DEHYOE 

M-HYDROXYBENZALDEHYDE 

M-HYDROXYBENZAL DEHYDE 

0- HY DROXY BENZAL DEHYDE / SAL I CYLALD EH YDE/ 
0-HYDROXY BENZAL DEHYDE /SAL I CYLALDEH YD E/ 
0- HYDROXYBENZ ALDEHYDE/ SAL ICYLALDEH YDE/ 
P- MY DROXYBENZ ALDEHYDE 
P-HYDROXYBENZALDEHYDE 
P-HYDROXYBENZALDEHYDE 
P-HYDROXYBENZALDEHYDE 
P-HYDROXYBENZALDEHYDE 
P-HYDROXYBENZALDEHYDE 
P-HYDROXYBENZALDEHYDE 
TR0P0L0NE 
TR0P0L0NE 

H— HYDROXYBENZO IC ACID 
H- HYDROXY BEN ZO IC ACID 
M-HYDROXYBENZOIC ACID 
0-HYORDXYBENZOIC ACID/SALICYLIC 
O-HYDROXYBENZOIC AC ID/ SALICYLIC 
0-HYDROXYBENZOIC AC ID/ SALICYLIC 
0-HYDROXYBENZOIC ACID/SALICYLIC 
O-HYDROXYBENZOIC AC ID/ SALICYLIC 
0-HYDROXYBENZOIC AC 10/ SALICYLIC 
O-HYDROXYBENZOIC ACIO/SALICYLIC 
O-HYDROXYBENZOIC AC ID/ SALICYLIC 
0-HYDROXYBENZOIC AC 10/ SALICYLIC 
D- HYDROXYBENZO IC AC 10/ SALICYLIC 
0-HYDROXYBENZOIC ACIO/SALICYLIC 
O-HYDROXYBENZOIC ACIO/SALICYLIC 
O-HYDROXYBENZOIC ACIO/SALICYLIC 
0-HYOROXYBENZOIC ACIO/SALICYLIC 
0-HYDROXYBENZOIC ACID/SALICYLIC 
0-HYOROXYBENZOIC AC ID/SALICYLIC 
O-HYDROXYBENZOIC ACID/SALICYLIC 
O-HYDROXYBENZOIC ACKl/TALICYLIC 
0— HYDROXYBENZO IC ACID/SALICYLIC 
O-HYDROXYBENZOIC AC ID/ SALICYLIC 



ACID/ 
ACID/ 
ACID/ 
ACIO/ 
ACID/ 
ACID/ 
ACIO/ 
ACIO/ 
ACIO/ 
ACIO/ 
ACIO/ 
ACID/ 
ACIO/ 
ACID/ 
ACID/ 
ACIO/ 
ACID/ 
ACID/ 
ACID/ 
ACID/ 
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NO. 


SOLVENT 


REF 


FOOT 


LOGP 


LOGP 




EMPIRICAL 








NOTE 


SOLV 


OCT 




FORMULA 


2201 


OCTANOL 


10 




1.58 


1.58 


■ 


C7H603 


2202 


DIETHYL ETHER 


3 




1.42 


1.36 


A 


C7H603 


2203 


DIETHYL ETHER 


46 




1.00 


I. 00 


A 


C7H603 


2204 


CHCL3 


254 


12 


-2.00 


-0.59 


A 


C7H603 


2205 


OILS 


369 




0.22 


1.45 


A 


C7H603 


2206 


I-8UTAN0L 


4 




1.43 


1.51 




C7H603 


2207 


ETHYL BENZOATE 


17 




0.75 






C7H603 


2208 


OI-PENTYL ETHER 


17 




-0.39 






C7H603 


22C9 


XYLENE 


46 


12 


-1.66 


-0.02 


A 


C7H604 


2210 


HE-I— BUT .KETONE 


195 




1.S5 


1.44 




C7H604 


2211 


DIETHYL ETHER 


46 




1.35 


1.31 


A 


C7H604 


2212 


CHCL3 


46 


12 


-1.57 


-0.21 


A 


C7H604 


2213 


XYLENE 


46 


12 


-1.82 


-0.20 


A 


C7H604 


2214 


OCTANOL 


56 




2.20 


2.20 


■ 


C7H604 


2215 


DIETHYL ETHER 


46 




1.45 


1.39 


A 


C7H604 


2216 


DIETHYL ETHER 


3 




-0.30 


-0.15 


A 


C7H605 


2217 


DIETHYL ETHER 


46 




-0.42 


-0.25 


A 


C7H605 


221B 


DIETHYL ETHER 


207 




-1.56 


-1.25 


A 


C7H606S1 


22 19 


HE- I-BUT. KETONE 


195 




-1.25 


-1.17 




C7H606S1 


22 20 


S-PENTANOL S 


195 




-l.OB 


-1.54 




C7H606S1 


2221 


BENZENE 


311 


6 


-1.46 






C7H7B103 


22 22 


BENZENE 


311 


6 


-2.52 






C7H7B104 


22 23 


BENZENE 


311 


6 


-1.B3 






C7H7B104 


2224 


OCTANOL 


218 


26 


2.92 


2.92 


■ 


C7H7BR1 


2225 


OCTANOL 


302 




2.30 


2.30 




C7H7CL1 


2226 


OCTANOL 


301 




3.23 


3.28 


. 


C7H7CL1 


2227 


OCTANOL 


301 




3.42 


3.42 


m 


C7H7CL1 


2228 


OCTANOL 


301 




3. 33 


3.33 


x 


C7H7CL1 


2229 


OCTANOL 


206 


27 


3.70 


3.70 




C7H7CL1N404S2 


2230 


OCTANOL 


206 




0.63 


0.63 


. 


C7H7CL1N4S2 


2231 


OCTANOL 


10 




1.94 


1.94 


m 


C7H7CL101 


2232 


OCTANOL 


10 




1.96 


1. 96 




C7H7CL101 


2233 


OCTANOL 


261 




3. 10 


3. 10 


■ 


C7H7CL101 


2234 


CYCLOHEXANE 


124 




0.15 






C7H7CL101 


2235 


METH . DECANOATE 


124 




2.65 


3. 14 




C7H7CL101 


2236 


OLEYL ALCOHOL 


124 




2.46 


3.00 




C7H7CL101 


2237 


OCTANOL 


65 




2.74 


2.74 




C7H7F102S1 


2238 


I-OCTANOL 


353 




-2.83 






C7H7K102 


2239 


OCTANOL 


235 




1.75 


1.75 




C7H7N101 


2240 


OCTANOL 


10 




0.64 


0.64 


a. 


C7H7N101 


2241 


DIETHYL ETHER 


248 




-0.22 


0.65 


B 


C7H7N101 


2242 


CHCL3 


248 




0.11 


0.71 


N 


C7H7N101 


2243 


OILS 


173 




-0.51 


0.73 


A 


C7H7N101 


2244 


OILS 


82 




-0.36 


0.87 


A 


C7H7N101 


2245 


OILS 


293 




-0.66 


0.59 


4 


C7H7N101 


2246 


OILS 


249 




-0.42 


0.81 


A 


C7H7N101 


2247 


OILS 


70 




-0.36 


0. 89 


A 


C7H7N101 


2248 


BENZ ENE 


248 




-0.71 


0.68 


A 


C7H7N101 


2249 


CCL4 


248 




-1.54 






C7H7N101 


2250 


CL CH2CH2CL 


248 




0.00 






C7H7N101 


2251 


OLEYL ALCOHOL 


82 




0.40 


0.96 




C7H7N101 


2252 


OCTANOL 


56 




1.15 


1.15 




C7H7N101 


2253 


DIETHYL ETHER 


3 




0.18 


0.27 


A 


C7HTN102 


2254 


I-BUTANOL 


4 




0.46 


0.14 




C7H7N102 


2255 


OCTANOL 


56 




1.21 


1.21 




CTH7N102 


2256 


0 1 ETHYL ETHER 


3 




1.43 


1.37 


A 


C7H7N102 


22 57 


DIETHYL ETHER 


112 




1.48 


1.41 


A 


C7H7N102 


2258 


01 ETHYL ETHER 


46 


12 


0.05 


0. 17 


A 


C7H7N102 


2259 


CHCL3 


112 


12 


0.57 


1. 73 


A 


C7H7N102 


2260 


CHCL3 


29 


25 


-1.15 


0.27 


A 


C7H7N102 


2261 


BENZENE 


72 




-0.27 


1.11 


A 


C7H7N102 


2262 


I-BUTANOL 


4 




l.ia 


1.15 




C7H7N102 


2263 


OCTANOL 


65 




0.68 


0.68 


s 


C7H7N102 


2264 


DIETHYL ETHER 


3 




0.88 


0.89 


A 


C7H7N102 


2265 


I-BUTANOL 


4 




0.89 


0.75 




C7H7N102 


2266 


OCTANOL 


186 




1.28 


1.28 


a 


C7H7N102 


2267 


OILS 


173 




0.45 


1.60 


A 


C7H7N102 


2268 


OILS 


224 


12 


1.15 






C7H7N102 


2269 


OILS 


82 




0.41 


1. 56 


A 


C7H7N102 


2270 


OILS 


293 




0.34 


1.50 


A 


C7H7N102 


2271 


OILS 


70 


12 


1.15 


2.23 


A 


C7H7N102 


2272 


OLEYL ALCOHOL 


82 




0.77 


1.33 




C7H7N102 


2273 


CHCL3 


318 




2.01 


1.49 


B 


C7H7NIQ2 


2274 


OCTANOL 


10 




2.45 


2.45 




C7H7N102 


2275 


OCTANOL 


301 




2.40 


2.40 




C7H7N102 


2276 


OCTANOL 


301 




2. 30 


2.30 


*. 


C7H7N102 


2277 


OCTANOL 


10 




2.37 


2.37 


m 


C7H7N102 


2278 


OCTANOL 


301 




2.42 


2.42 


m 


C7H7N102 


2279 


OCTANOL 


56 




1.08 


1.08 




C7H7N102 


2280 


N-HEPTANE 


370 


14 


-1.04 






C7H7N103 


2281 


OCTANOL 


10 




2. 16 


2. 16 


m 


C7H7N103 


2282 


OCTANOL 


10 




2.03 


2.03 


M 


C7H7N103 


2283 


OCTANOL 


10 




1.21 


1.21 




C7H7N103 


2284 


OCTANOL 


10 




1 .26 


1.26 


m 


C7H7N103 


2285 


1 -OCTANOL 


353 




-2.62 






C7H7NA102 


2286 


OCTANOL 


10 




2.69 


2.69 




C7H8 


2287 


OCTANOL 


56 




2.73 


2.73 




C7H8 


2288 


OCTANOL 


309 




2.11 


2.11 




C7H8 


2289 


OCTANOL 


301 




2.80 


2.80 


m 


C7H8 


2290 


N-HEPTANE 


310 




2.85 






C7H8 


2291 


OCTANOL 


218 




-0.07 


-0.07 




C7H8CL1N304S2 


2292 


BENZENE 


72 




0.51 


0.91 


8 


C7H8N201 


2293 


OCTANOL 


56 




0.33 


0.83 




C7H8N201 


2294 


OCTANOL 


235 




0.82 


0.82 




C7H8N201 


2295 


DIETHYL ETHER 


3 




0.04 


0.81 


8 


C7H8N201 


2296 


01 ETHYL ETHER 


113 




-0.26 


-0.10 


A 


C7H8N201 


2297 


CHCL3 


113 


12 


-0. 72 


-0.07 


N 


C7H8N201 


2298 


OCTANOL 


235 




0.73 


0.73 




C7H8N2S1 


2299 


DIETHYL- ETHER 


248 




0.23 


0.32 


A 


C7H8N2S1 


2300 


CHCL3 


248 




0.54 


1.10 


N 


C7H8N2SI 



NAME 



P-HYDROXYBENZOIC ACID 
P-HYDROXYBENZOIC ACID 
P-HYDROXYBENZOIC ACID 
P-HYDROXYBENZOIC ACID 
P-HYDROXYBENZOIC ACIO 
P- HYDROXY BENZOIC AC 10 
P-HYDROXYBENZOIC ACID 
P-HYDROXYBENZOIC ACID 

2,4-DIHY0RDXYBENZ0IC ACID/RESORCYLIC AC 10/ 

2.4- DIHYDROXYBENZOIC ACID /RESORCYLIC ACID/ 

2.5- DIHYDROXYBENZOIC ACID/GENTISIC ACID/ 
2,5-DIHYDROXYBENZOIC ACID/GENTISIC ACID/ 

2.5- DIHYDROXYBENZOIC ACID/GENTISIC ACID/ 

2.6- DIHYDROXYBENZOIC ACID 
3, 5-DIHYDROXYBENZOIC ACID 

3.4,5-TRIHYDROXYBENZOIC ACID/GALLIC AC 10/ 

3,4,5-TRIHYDROXYBENZOIC ACIO/GALLIC AC ID/ 

SULFOSALICYLIC AC I0/3-C02H-4-0H-BENZENE SUL FONI C ACID/ 

SULFOSALICYLIC ACID/3-C02H-4-0H-8ENZENE SULFONI C ACID/ 

SULFOSALICYLIC AC I D/3-C02H-4-DH- BENZ ENE SULFONI C ACID/ 

P- FORM YL PHENYL BORON I C ACID 

M-CARBOXYPH EN YL BORON IC ACID 

P-CARBOXYPHENYLBORONIC ACID 

A- BROMOTOLUENE 

A-CHLOROTOLUENE 

M-CHLOROTOLUENE 

O-CHLOROTOLUENE 

P-CHLOROTOLUENE 

PURINE. 2. 6-01- (METHYLSULFONYL) -8-CHLORO 

PURINE. 2i 8- D I METHYL TH 1 0. 6-CHLORO 

M-CHLORO BENZYL ALCOHOL 

P-CHLQRO BENZYL ALCOHOL 

PHENOL 1 4-CHL0R0» 3-METHYL 

PHENOL . 4-CHL0R0. 3-METHYL 

PHENOL 1 4-CHLDR0t 3-METHYL 

PHENOL. 4-CHL0RO. 3-METHYL 

P-FLUORDSULFONYL TOLUENE 

POTASSIUM GUAICOLATE 

BENZALDOXIME 

BENZAM IDE 

BENZ AMIDE 

BENZAM IDE 

BENZ AH IDE 

BENZAM I OE 

BENZAM I DE 

BENZAM IDE 

BENZAM IDE 

BENZAM I OE 

BENZAM IDE 

BENZAM I OE 

BENZAM IDE 

FORMANILIDE 

M-AKINOOENZOIC ACID 

H-AMINOBENZOIC ACIO 

D-AMINOBENZOIC ACIO/ANTHRANILIC ACID/ 
D-AMINOBENZOIC ACI D/ANTHRANI L IC ACID/ 
D-AMINOBENZOIC AC I D/ ANTHRAN I L IC AC ID/ 
0-AMINOBENZOIC ACID/ANTHRANILIC ACID/ 
O-AMIND SEN ZOIC ACIO/ANTHRANILIC AC 10/ 
0-AH1NDBENZ0IC ACID/ANTHRANILIC ACID/ 
0-AMINOBENZOIC ACID/ANTHRANILIC ACID/ 
0-AMINOBENZOIC ACID/ANTHRANILIC ACID/ 
P-AMINOBENZOIC ACID 
P-AMINDBENZOIC ACID 
P-AMINDBENZOIC ACID 
0-HYDR0XY8ENZAMIDE/SALICYLAMIDE/ 
O-HYOROXYBENZAM IDE/SAL ICYLAM IDE/ 
0-HYDR0XY8ENZAM I DE/SAL ICYLAM IDE/ 
O-HYOROXYBENZ AMIDE/SAL ICYLAM IDE/ 
O-HYDR0XY8ENZAM I DE/SAL ICYLAM IDE/ 
0- HY DRO XY SEN ZAM I DE/SAL ICYLAM IDE/ 

0- HYDROXY BENZAM IDE /5ALICYLAMI0E/ 

1- NICOTINIC ACID, METHYL ESTER 
M-N ITROTOLUENE 
M-NITROTOLUENE 
0-NITROTOLUENE 

P-N ITROTOLUENE 

P-N ITROTOLUENE 

0- PHENYL CARBAMATE 

P-AMIN0SAL1CYLIC ACID 

M-NITROANISOLE 

P-NITROANISOLE 

M-NI TR08ENZYL ALCOHOL 

P-NITROBENZYL ALCOHOL 

SODIUM GUAICOLATE 

TOLUENE 

TOLUENE 

TOLUENE 

TOLUENE 

TOLUENE 

HYDROCHLOROTHIAZIDE 

P-NITROSOMETHYLAN IL INE 

PHENYLUREA 

PHENYLUREA 

PHENYLUREA 

PHENYLUREA 

PHENYLUREA 

PHENYL THIOUREA 

PHENYL THIOUREA 

PHENYL THIOUREA 
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NO. 


SOLVENT 


R EF 


FOOT 


LOOP 


L0GP 




PMPT R If Al_ 
enr a nA vnk 


NAME 








NOTE 


SOLV 


OCT 




FOR HI it A 




2301 


n p t a wn i 
UL T ANUL 


226 




1 • 04 


1 a 04 




C7H8N401S1 


5-HYDROXYPICOL INAL0EHY0E THIOSEMICARBAZONE { 1 07392 1 


2302 


Ut> I ANUL 


65 




1 ■ 04 


1 a 04 




C7H8N401S1 


5-HY0R0XYPICOL INALDEHYDE TH I QSEM IC ARBAZ0NE { 1 07392 ) 




nr T amdi 


218 




-0. 78 


-0a 78 




C7H8N402 


THEOBROMINE/ 3. 7-D1NETHYL XANTHINE/ 


2304 




254 




— 0. 40 


-0.45 


B 


C7H6N402 


THE0BRQMIN£/3» 7-01 METHYL XANTHINE/ 


2305 


CHCL3 






—0.91 


—0. 85 


g 


C7H8N402 


THEOBROMINE/3, 7-01 METHYL XANTHINE/ 






371 


12 


0. 19 


1. 36 


ft 


C7H8N402 


THED BR DM INE/3? 7- DIMETHYL XANTHINE/ 




n c t Awm 

U U i ArlUL 


218 




-0- 02 


-Oa 02 




C7H8N402 


THE0PHYLLINE/1» 3-D IMETHYL XANTHINE/ 






254 




-0. 52 


-0a 54 




C7H8N402 


THEOPHYLLINE/1, 3-0 IMETHYLXANTH INEZ 






322 


12 


-*0. 86 


-0. 80 




C7H8N4Q2 


THEOPHYLLINE/1, 3-D IMETHYLXANTHINE/ 


in 


n ri z 


371 


1 2 


0,21 


0.46 




C7H8N4G2 


THE0PHYLL INE/1, 3-DIMETHYLXANTHI NE/ 


zz : , 


CCL4 


2 34 


12 


-2.70 






C7H8N4Q2 


THEQPHYLLINE/1 , 3-DIMETHYLXANTHI NE/ 


2312 


hi — tJFOT AMP 
P| — f £r i AH C 


254 




-1.70 






C7H8N402 


THEOPHYLLINE/ 1, 3-D IMETHYL XANTHINE/ 


2313 


n /* t a kin j 
OL 1 ANUL 


10 




2*11 


2.11 




C7H8Q1 


ANIS0LE 


23 14 


UC 1 ANUL 






2* 04 


2 a 04 




C7H801 


ANIS0LE 


2315 


DIETHYL ETHER 


323 


50 




2. 27 




Li ■ nou A 


AN IS0L 6 


23 16 


CYCLOHEXANE 


358 




2a 30 






vinoui 


ANISOL E 


2317 


OCTANOL 


io 




la 10 


1.10 






RPM7V1 AI CDHDl 


23 18 


CYCLQHEXANE 


141 




-0.62 






C7H801 


flPM7yi ftl fOHni 


23 19 


HEXANE 


372 




"* 0 ■ 76 






r 7H AD 1 
l, i nou A 


BENZYL ALCOHOL 


2320 


OCTANOL 


10 




1 OA 
A a 


la 96 




I* ■ nou a 


M-METHYLPHENOL /CRES0L/ 


2321 


OCTANOL 


301 




2a 01 


2*01 




ctu fin l 


M-METHYL PHENOL /CRESOL / 


2322 


DIETHYL ETrER 


329 




1 • 80 


1 a 70 




C7H 801 


M-HET HYL PHENOL /CRE SOL/ 


2323 


CYCLOHEXANE 


124 




— 0 a 30 






r7Hflni 

i n ou a 


M-HETHYL PHENOL /CRESOL/ 


2324 


L-Y LLUHfc A AN t 


132 




— 0.15 






C7H801 


M-METHYLPHENOL /CRESOL/ 


23 25 


I, T tLUntAAIN c 


325 




-0a 20 






C7H801 


M-METHYL PHENOL /CRESOL/ 


2326 




133 




-0a 10 






C7H801 


M- HETHYLPHENOL /CRESOL/ 


2327 


OILS 


324 




1 . 29 


2a 37 




C7H801 


M-METHYLPHENOL /CRESOL / 


2328 


OILS 


3 27 




1*21 


2*28 


ft 


C7H801 


M— METHYL PHENOL /CRESOL/ 


???? 


DCU 7 PMC 
Den it n c 


324 


45 


0« 88 


2, 24 




C7H801 


M-METHYLPHENDL /CRESOL/ 




u— HI IT VI AT PT AT P 


331 




2a 19 


1.98 




C7H801 


M-METHYLPHENOL /CRESOL / 




METH. OECANQATE 


124 




la 83 


2. 29 




C7H801 


M-METHYLPHENDL /CRESOL/ 


zzi\ 


M — 1-1 PPT iWF 


310 




-0a 35 






C7H801 


M-METHYL PHENOL /CRESOL / 


2333 


ni pvi ai rn hdi 


124 




la 79 


2«34 




C7H8Q1 


M-METHYLPHENOL /CRESOL / 


23 34 


k AKArr iris 


327 




-Oa 51 






C7H8Q1 


M-METHYLPHENOL /CRESOL/ 


2335 


nrTAwni 


216 




la95 


1 a 95 


— 


C7H601 


O-METHYLPHENOL 


2336 


L YtLUnfc XANe 


124 




0a 04 






C7H601 


0- METHYL PHENOL 


2337 


CYCLQHEXANE 


1 32 










f 7Hftfli 


0-METHYLPHENOL 


2338 


CYCLQHEXANE 


325 




*a 

0,10 








0-METHYLPHENOL 


2339 


CYCLOHEXAN E 


133 




0* 20 






C7H 80 1 


n— MPTHVI PHPNDI 


2340 


OILS 


327 




la 34 


2.49 


A 


C7H801 


fl— HPTMVI DHPNm 
u nc i niLrncnuL 


234 L 


N- BUTYL ACETATE 


331 




2i 20 


1 • 98 




C7H8Q1 




2342 


METH. 06CAN0ATE 


124 




la 93 


2.40 




C7H8Q 1 


U — nc I nil rncnuL 


2343 


N-HEPTANE 


3 10 




-0a 05 






C7H80 I 


n— HPTHVI PHPNHI 


2344 


0LEYL ALCOHOL 


124 




1*81 


2. 36 




C7H8Q1 


n— MPTMVI PHPMDI 


2345 


PARAFFINS 


327 




— 0a 14 






C r nou i 


n-UPTHVI PHFfJDl 
U ncinl LrnclHUL 


2346 


OCTANOL 


10 




la 94 


1 a 94 


* 


C7H 801 




2347 


OCTANOL 


301 




1.92 


1 a 92 


* 


C 7H 801 


P- HPTHVI PHPNGI 


2348 


CYCLQHEXANE 


132 




-0a 10 






L f noUL 


□ — MPTkVl PHPNHI 


2349 


CYCLOHEXANE 


325 




-0a 19 






C7H8U1 


D— MP T M VI PHFhini 
r— PIC 1 n T L rnCPIUL 


2350 


OILS 


327 




I a 21 


2 a 2 8 


* 




P- METHYL PHENOL 


2351 


M DUTVI A C T A T C 

N~ BUTYL ALEIAlt 


331 






2a 10 




C7H80 1 


p- METHYL PHENOL 


23 S 2 


N— HCr 1 AN t 


310 




— 0a 35 






C7H801 


P-METHYLPHENOL 


2353 


m'cvi ai ("nuni 
ULtTL ALtUHUL 


1 24 




1 a 60 


2.35 




C7H801 


P-METHYL PHENOL 


23 54 


dad acc iw; 


327 




-0a 58 






C7H801 


P-METHYLPHENOL 




n T PTMYi P THPS 
u i c i n tl c ■ ncn 


332 




la 23 


1.20 


A 


C7H802 


BENZENE, 1,2-OIHYDRDXY, 4-METHYL 


MSA 


nT — P.HTV1 FTKFR 


332 




0a 50 






C7H802 


BENZENE, 1, 2-D [ HYDROXY, 4-METHYL 


2357 


n I — 1 — D O C TUPD 


332 




0 ■ 94 


la 64 




C7H802 


BENZENE, 1, 2-D I HYDROXY, 4-METHYL 


2358 


nr T AUDI 

OL 1 ANUL 


1 0 
AW 




0« 49 


0 a 49 


H 


C7H802 


H-HYDROXYBENZYL ALCDH0L 


2359 


OCTANOL 


10 




0*25 


0a 25 




r7H«n? 
u i nouc 


P- HYDROXY BENZYL ALCOHOL 


2360 


fit* t itini 

OCTANOL 


276 




0a 73 


Oa 73 




r 7nsn? 

v» i nowc 


0-HYOR0XYBENZYL ALCOHOL 


2361 


OCTANOL 


10 




1 a 56 


1. 58 




L In Out 


M-METHQXYPHENOL 


2362 


0L EYL ALCOHOL 


1 24 




1 a 15 


1 a 70 




rTHAfl? 

u /nou& 


K-METH0XYPHEN0L 


2363 


DIETHYL ETHER 


323 




1 a 36 


1.31 




L> (nOU<! 


O-METHDXYPHENQL/GUAI AC0L / 


2364 


01 LS 


224 


12 


1 a 48 


2a 53 




C7H802 


0-METH0XYPHEN0L/GUAI AC0L/ 


2365 


OILS 


327 




Oa 96 


2* 06 


A 


C 7 H 8 02 


O— METHOXYPHENQL/GUAl ACOL / 


2366 


0L EYL ALCOHOL 


1 24 




1 a 15 


1 * 70 




C7H 802 


0-METHOXYPHENOL/GUA I ACQL/ 


2367 


P ARAFF INS 


327 




, ,J 








O- METH0XYPHEN0L/GUAI ACOL/ 


2368 


OCTANOL 


10 




la 34 


1 . 34 






P-METH0XYPHEN0L 


2369 


DI ETHYL ETHER 


323 




la 36 


1 a 31 


A 


C7H 802 


P— MPTHH XVPHFNni 


23 70 


C YCLOHE XANE 


56 












p-METHOXYPHENOL 


237 1 


0LEYL ALCOHOL 


1 24 




la 00 


1 • 56 






P-MET HOXYPHENOL 


2372 


OCTANOL 


186 




0a 47 


Oa 47 




r 7u onici 


SULF0N Et METHYL PHENYL 


2373 


OCTANOL 


56 




?" f ^ 






r7Hftfi ? c 1 
v. i nouc s a 


SULF0NE, METHYL PHENYL 


2374 


OCTANOL 


349 




2a 33 


2-33 




PTHAfl3 C. 1 

L f n out s i 


THIOPHENE, 2-CARBQXYLlC ACID, ETHYL ESTER 


2375 


□CTANOL 


349 




1 a 52 


1 . 52 




C7H 803 


FUR0IC ACID, ETHYL ESTER 


2376 


01 ETHYL ETHER 


113 


50 


la 72 


1 .62 


A 


r* Tu onici 
l> rnoU33l 


BENZENESULFONIC ACID, METHYL ESTER 


2377 


CHCL3 


113 




2a 98 


3.39 


N 


C7H603S1 


DPM7CMCCIII PTIM IP Af" T n. MP TH VI P ^TPR 
DC Pit EN run i Li **vi ii/, nc i n i l c J'tn 


2378 


OCTANOL 


56 




2 a 74 


2.74 




C7H8S1 


uctuvi TuinnCu? pu P 
ntlHTL I nlUtlcNL CN C 


2379 


BENZENE 


311 


6 


-0. 20 






C7H9B102 


M— McT M TLPM bN TLdUKUN 1U At 1 U 


2380 


BENZENE 


311 


6 


-0.16 






C7H9B102 


O— METHYLrHcNYL BURUN IC AC 1 U 


2381 


BENZENE 


311 


6 


-0.19 






C7H9B102 


P-METHYLPHENYLBOR0NIC AC 10 


2382 


BENZENE 


311 


6 


0al7 






C7H9B102S1 


P-METHYLTHI0PHENYLB0RQNI C ACID 


2383 


BENZENE 


311 


6 


-0.43 






C7H9B103 


P-METHDXYPHENYLBORONIC ACID 


2384 


OCTANOL 


373 




-2a 02 


-2.02 




C7H9CL1N201 


Nl-METHYLNICOT IN AM IDE CHLORIDE 


2385 


OCTANOL 


312 




1.82 


1.82 


* 


C7H9N1 


ANILINE. N-M ETHYL 


23 86 


OCTANOL 


218 




1.66 


la 66 




C7H9N1 


AM Tl TUP. M— HPTHVI 
•rl IL A rt C, i\ It IniL 


2387 


CYCLOHEXANE 


337 




1.23 






C7H9N1 


ANILINE, N-METHYL 


2388 


OCTANOL 


255 




1.09 


1.09 




C7H9N1 


BENZYLAMINE 


2389 


DIETHYL ETHER 


3 




0.28 


1. 11 


B 


C7H9N1 


BENZYLAHINE 


2390 


DIETHYL ETHER 


46 




0.32 


1.14 


B 


C7H9N1 


BENZYLAMINE 


2391 


DIETHYL ETHER 


374 




0.36 


1.14 


B 


C7H9N1 


BENZYL AMINE 


2392 


CHCL3 


46 




1.18 


0.7B 


B 


C7H9N1 


BENZYLAMINE 


2393 


BENZENE 


315 




0.61 


0.97 


a 


C7H9N1 


BENZYL AMINE 


2394 


I -BUT AN OL 


4 




0.98 


0.67 




C7H9N1 


BENZYLAHINE 


2395 


XYLENE 


46 




0.30 


0.86 


B 


C7H9N1 


BENZYLAMINE 


2396 


N-HEPTANE 


315 




-0.21 






C7H9N1 


BENZYLAMINE 


2397 


CHCL3 


280 




2.30 






C7H9N1 


2, 6-LUTIOINE 


2398 


OCTANOL 


10 




1.40 


1.40 




C7H9NI 


H-T0LUI0INE 


2399 


OCTANOL 


301 




1.43 


1.43 




C7H9N1 


H-TOLUI0INE 


2400* 


CYCLOHEXANE 


337 




0.64 






C7H9NI 


M-TOLUI0INE 
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NO. 


SOLVENT 


REF 


FOOT 


LOOP 


LOGP 




EMPIRICAL 






NOTE 


SOLV 


OCT 




FORMULA 

• 


2401 


CYCLOHEXANE 


314 




0.58 






C7H9N1 


2402 


BENZENE 


314 




1.50 


1.59 


B 


C7M9N1 


2403 


BENZENE 


313 




1.51 


1.60 


8 


C7H9NI 


2404 


BENZENE 


72 




1.28 


1.43 


i 


C7H9N1 


2405 


CCL4 


314 




1.15 






C7H9N1 


2406 


N-HEPTANE 


310 




0.54 






C7H9N1 


2407 


N-HEPTANE 


314 




0.45 






C7H9N1 


2408 


OCTANE 


314 




0.35 






CTH9N1 


2409 


OCTANOL 


312 




1.29 


1.29 


* 


C7H9N1 


2410 


OCTANOL 


301 




1.32 


1.32 


a 


C7H9N1 


2411 


CYCLOHEXANE 


337 




0.67 






C7H9N1 


2412 


-CYCLOHEXANE 


314 




0.61 






C7H9N1 


2413 


BENZENE 


314 




1.53 


1.61 


8 


C7H9N1 


2414 


BENZENE 


72 




1.13 


1.31 


8 


C7H9N1 


2415 


CCL4 


314 




1.18 






C7H9N1 


2416 


N-HEPTANE 


310 




0.55 






C7H9N1 


2417 


N-HEPTANE 


314 




0.47 






C7H9N1 


2418 


OCTANE 


314 




0.37 






C7H9N1 


2419 


HEXADECANE 


314 




0.38 






C7H9NI 


2420 


OCTANOL 


10 




1.39 


1.39 




C7H9N1 


2421 


OCTANOL 


301 




1.41 


1.41 




C7H9N1 


2422 


CYCLOHEXANE 


337 




0.58 






C7H9N1 


2423 


CYCLOHEXANE 


314 




0.55 






C7H9N1 


2424 


CHCL3 


254 




1.99 


1.43 


B 


C7H9N1 


24 25 


BENZENE 


314 




1.43 


1.54 


B 


C7H9N1 


2426 


BENZENE 


313 




1.49 


1.58 


B 


C7H9N1 


24 27 


BENZENE 


72 




1.38 


1.52 


B 


C7H9NI 


2428 


BENZENE 


375 




1.70 


1.73 


a 


C7H9NI 


2429 


CCL4 


329 




1.14 


1.07 


a 


C7H9N1 


24 30 


CCL4 


314 




1.11 






C7H9N1 


2431 


N-HEPTANE 


310 




0.48 






C7H9N1 


24 32 


N-HEPTANE 


254 




0.51 






C7H9N1 


2433 


N-HEPTANE 


314 




0.44 






C7H9N1 


2434 


HEXANE 


314 




0.41 






C7H9N1 


2435 


HEXANE 


375 




0.54 






C7H9N1 


2436 


OCTANE 


314 




0.33 






C7H9N1 


2437 


PARAFFINS 


316 




0.30 






C7H9N1 


2438 


HEXAOECANE 


314 




0.36 






C7H9N1 


2439 


DECANE 


314 




0.37 






C7H9N1 


2440 


OCTANOL 


10 




-0.05 


-0.05 


* 


C7H9N101 


2441 


OCTANOL 


312 




0.93 


0.93 


* 


C7H9N101 


2442 


OCTANOL 


10 




0.93 


0.93 


* 


C7H9N101 


2443 


CYCLOHEXANE 


314 




-0.13 






C7H9N101 


2444 


BENZENE 


314 




1.12 


1.32 


B 


C7H9N101 


2445 


CCL4 


314 




0.63 






C7H9N101 


2446 


N-HEPTANE 


314 




-0.28 






C7H9N101 


2447 


HEXADECANE 


314 




-0.33 






C7H9N101 


2448 


OCTANOL 


312 




0.95 


0.95 




C7H9N101 


2449 


CYCLOHEXANE 


314 




0.52 






C7H9N101 


2450 


BENZENE 


314 




1.59 


1.65 


B 


C7H9N101 


2451 


CCL4 


314 




1.22 






C7H9N101 


2452 


N-HEPTANE 


314 




0.39 






C7H9N101 


2453 


HEXADECANE 


314 




0.33 






C7H9N101 


24 54 


OCTANOL 


312 




0.95 


0.95 


m 


C7H9N101 


2455 


CYCLOHEXANE 


314 




-0.41 






C7H9N101 


2456 


BENZENE 


314 




0.87 


1.15 


B 


C7H9N101 


2457 


BENZENE 


72 




0.78 


1.09 


B 


C7H9N101 


2458 


CCL4 


314 




0.38 






C7H9N101 


2459 


N-HEPTANE 


314 




-0.54 






C7H9N101 


2460 


HEXAOECANE 


314 




-0.54 






C7H9N101 


2461 


DIETHYL ETFER 


113 




0.80 


0.81 


A 


C7H9N102S1 


2462 


CHCL3 


113 




1.31 


1.84 


H 


C7H9N102SI 


2463 


OCTANOL 


217 


07 


0.85 


0.85 


X 


C7H9N102S1 


2464 


CHCL3 


217 


07 


0.32 


0.85 


N 


C7H9N102S1 


2465 


OCTANOL 


217 


07 


0.84 


0.84 


• 


C7H9N102S1 


2466 


CHCL3 


217 


07 


0.46 


0.96 


N 


C7H9N102SI 


2467 


OCTANOL 


217 


07 


0.82 


0.82 


» 


C7H9N102S1 


2468 


CHCL3 


217 


07 


0.33 


0.S6 


N 


C7H9N102SI 


2469 


OCTANOL 


217 


07 


0.47 


0.47 


* 


C7H9N103S1 


2470 


CHCL3 


217 


07 


0.15 


0.70 


N 


C7H9N103S1 


2471 


DIETHYL ETFER 


113 




0.37 


0.44 


A 


C7H9N302S2 


2472 


CHCL3 


113 




-0.78 


-0.12 


N 


C7H9N302S2 


2473 


DI ETHYL ETFER 


113 




-1.25 


-0.98 


A 


C7H9N303S1 


2474 


CHCL3 


113 


15 


-2.16 


-1.41 


N 


C7H9N303S1 


2475 


CHCL3 


322 




-0.14 


-0.24 


B 


C7H9N5 


2476 


BENZENE 


311 


6 


-1.83 






C7H10B1N102 


2477 


OCTANOL 


341 


60 


0.39 


0.39 


■ 


C7H10N2 


2478 


OCTANOL 


341 


60 


-0.11 


-C.ll 


m 


C7H10N2 


2479 


OCTANOL 


217 


32 


0.08 


0.08 


M 


C7H10N202S1 


2480 


CHCL 3 


217 


32 


-0.59 


0.03 


N 


C7H10N2O2S1 


248 1 


OCTANOL 


56 




-1.22 


-1.22 


K 


C7H10N402S1 


2462 


DIETHYL ETHER 


113 




-2.61 


-1.47 


3 


C7H10N402S1 


2483 


CHCL3 


343 


2 


-2.00 


-1.26 


N 


C7H10N402S1 




CHCL3 


1 13 


12 


-3. 20 


-2.38 


H 


C7H10N402S1 


2485 


BENZENE 


343 


2 


-1.47 


-0.47 


3 


C7H10N402S1 


2486 


I-PENT. ACETATE 


343 


2 


-1.52 


-1.75 




C7H10N4O2S1 


2487 


CCL4 


343 


2 


-3.00 


-3.37 


N 


C7H10N4O2SI 


24 88 


N-8UTAN0L 


194 




0.07 


-0.46 




C7H1006 


2489 


ETHYL ACETATE 


194 




-0.50 


-0.62 




C7H1006 


2490 


CYCIOHEXANONE 


194 




0. 13 






C7H1006 


2491 


2— BUT ANON E 


194 




0.00 


-0.6B 




C7H1006 


2492 


HE- I -BUT. KETONE 


194 




-0. 83 


-2.35 




C7H1006 


2493 


OCTANOL 


348 




-0.40 


-0.40 




C7H11N102 


2494 


CHCL 3 


67 




-1.18 






C7H11N103 


2495 


HEXANE 


376 




-0.59 






C7H11N103 


2496 


ETHYL ACETATE 


67 




-1.36 


-1.52 




C7H11N105 


2497 


CHCL3 


265 




-0.70 


-0.05 


N 


C7H12N202 


2498 


OCTANOL 


134 




1. 01 


1.01 




C7H12N401S1 


2499 


OCTANOL 


134 




0.93 


0.93 




C7H12N401S1 


2500 


OCTANOL 


134 




-0.06 


-0.06 




C7H12N402 



NAME 



M-TOLUIOINE 

M— T0LUID1NE 

M-TOLUIOINE 

M— TOLUIDINE 

M-TOLUIDINE 

H— TOLUIDINE 

M-TOLUIOINE 

M-TOLUIOINE 

0-TOLUIOINE 

0-TOLUIDINE 

0-TOLUIDINE 

O- TOLUIDINE 

0-TOLUIDINE 

0-;TOLUIDINE 

0-TOLUIDINE 

0-TOLUIDINE 

0-TOLUIDINE 

0-TOLUIDINE 

0-TOLUIDINE 

P- TOLUIDINE 

P-TOLUIDINE 

P-TOLUIDINE 

P-TOLUIDINE 

P-TOLUIDINE 

P-TOLUIDINE 

P-TOLUIDINE 

P-TOLUIDINE 

P-TOLUIDINE 

P-TOLUIDINE 

P-TOLUIDINE 

P-TOLUIDINE 

P-TOLUIDINE 

P-TOLUIDINE 

P-TOLUIDINE 

P-TOLUIDINE 

P-TOLUIDINE 

P-TOLUIDINE 

P-TOLUIOINE 

P-TOLUIDINE 

M-AM INOBENZYL ALCOHOL 

H-HETHOXYANILINE/M-ANI SIDINE/ 

M-METHOXYANIL INE/M-AN I SIDINE/ 

M-METHOXYAN IL INE/M-AN I SIDINE/ 

M-METHOXYANIL INE/M-AN I SIDINE/ 

M-METHOXYANIL INE/M-AN I SIDINE/ 

M-METHOXYANIL INE/M-AN I SIDINE/ 

M-METHOXYANIL INE/M-AN I SIDINE/ 

0-METHOXYANILINE/O-ANI SIDINE/ 

0-HETHOXYAN IL INE/O-AN I SIDINE/ 

O-METHCXYAN IL INE/O-ANI SIDINE/ 

0-METHOXYAN IL 1NE/0-ANI SIDINE/ 

0-METHOXYANILINE/O-ANI SI DINE/ 

0-METHOXYANILINE/O-ANI SIDINE/ 

P-METHOXYAN IL INE/P-ANISIDINE/ 

P-METHOXYANIL INE/P-AN I SIDINE/ 

P-METHOXYAN IL INE/P-AN I 5IDINE/ 

P-METHOXYANIL 1NE/P- AN 1 SIDINE/ 

P-METHOXYAN IL1NE/P-ANI SIDINE/ 

P-METHOXYANIL INE/P-AN I SIDINE/ 

P-METHOXYANIL INE/P-AN I SIDINE/ 

6ENZENESULF0NAMIDE.N-METHYL 

BENZENESULFONAMIDE .N-METHYL 

M-METHYLBENZENESULFONAMIDE 

M-METHYLBENZENESUL FONAMIDE 

O-METHYLBENZENESULFONAMI DE 

0- METHYL 86NZ EN ESUL FONAM I DE 

P-METHYL BENZENESULFONAMIDE 

P-METHYL BEN ZEN ESUL FONAM IDE 

P-METHOXYBENZENE SULFONAMIDE 

P-METHOXYBENZENESULFONAHI DE 

SULFATH IOCARBAMIDE 

SULFATHIOCARBAMIDE 

SULFACARBAMIDE 

SULFACARBAMIDE 

6-DIMETHYLAMIN0PURINE 

PHENYL BORON IC AC ID, 3-AMIND.4-ME THYL 

N-METHYL-3-PYR IDYL METHYL AMINE 

3-PYRIDYLETHYL AMINE 

P-METHYLAMINDBENZENESULFONAMIDE 

P-METHYL AM I NO BEN ZEN ESUL FONAM IDE 

SULFAGUANIDINE 

SULFAGUANIOINE 

SULFAGUANIDINE 

SULFAGUANIDINE 

SULFAGUANIDINE 

SULFAGUANIDINE 

SULFAGUANIDINE 

B-CARBOXYADIPIC ACID 

B-CARBOXYADIPIC ACID 

B-CARBOXYADIPIC ACID 

B-CARBOXYADIPIC ACID 

B-CARBOXYAOIPIC AC10 

N-ACETYLCYCL0BUTANECAR80XAMIDE 

ACETYLPRDL INE 

N-METHYLCARBAM IC AC ID, 2, 3-DIHY0R0-2-MEFURANYL ESTER 
GLUTAMIC ACID.L.N-ACETYL 
CY CL OH EPTAN E D I ON E OIOXIME ' 

3-METHI0-4-AMIN0-6-I-PR-l,2,4-TRIAZINE-5-0NE 
3-HETHI0-4-AMlN0-6-N-PR-l,2,4-TRIAZINE-5-0NE 
3-METH0XY-4-AMIN0-6-I-PR-l,2,4-TRlAZINE-5-0NE 
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NO. 


SOL V ENT 


REF 


FOOT 


LQ6P 


L0CP 




EMPIRICAL 








VjQTE 


SOLV 


OCT 




FORMULA 


2501 


i Arauw 


255 




1.50 


1*50 




C7H1201 


2502 


n f PTHVI FTi- PQ 

LI i C 1 n lip CI r CIS 


3 




1*04 


1* 03 


A 


C7H1204 


2503 


T — At IT AN HI 


4 




1*22 


1*21 




C7H1204 


2504 


Ul C 1 HTL fc 1 hen 


212 




0* 17 


0* 26 


A 


C7H1204 


2505 


n! CTUVI CTUCB 


212 




0* IS 


0*27 


A 


C7H1204 


2506 


Ul t I HTL C 1 r.fcK 


207 




0* 14 


0.24 


A 


C7H 1204 




r>T pthvi PTt-ca 


194 




0*04 


0* 14 


A 


C7H1204 




M— ROT AMHI 
Pi DU 1 AriUU 


194 




0. 77 


0* 58 




C7H12Q4 


2509 


I _ 01 IT AUDI 






0, 86 


0* 70 




C7H1204 


25 10 




194 




0.43 


0*41 




C7H1204 


2511 


DIETHYL ETHER 


3 




-0*66 


-0*46 


A 


C7H12Q5 


2512 


OILS 


2 




-1.15 


-0.51 


8 


C7H1205 


2513 


OILS 


2 




-1.15 


0*14 


A 


C7H12Q5 


2514 


OILS 


214 


12 


-0.64 


0.65 


A 


C7H1205 


2515 


DI ETHYL ETt-ER 


3 




-3.51 


-1.90 


B 


C7H1206 


2516 


I-0UTANOL 


4 




-1.09 


-2.04 




C7H1206 


2517 


OILS 


296 




0.52 


1.66 


A 


C7H138R1N202 


2518 


OLEYL ALCOHOL 


82 




. 0-81 


1*37 




C7H13BR1N2Q2 


2519 


OCTANOL 


260 




0.24 


0.24 


m 


C7H13N101 


2520 


CHCL3 


67 




-1.48 






C7H13N103 


2521 


CHCL3 


67 




-1.34 






C7HL3N103S1 


2522 


nr T ANOL 


260 




1.00 


1.00 


* 


C7H13N1S1 


2523 




134 




0.30 


0«30 


m 


C7HL3N501 


2524 


Ul C IniL tint" 






-1.92 


-0* 82 


B 


C7H14N202 


2525 


PARAFFINS 


241 




-1.02 






C7H14N2S1 


2526 




46 




I. 24 


3*13 


A 


C7H1402 




OILS 


220 




1.69 


2.72 


A 


C7H14Q2 


2528 




60 


47 


-0. 13 






C7H1402 




nnripr amp 


60 


47 


-0. 18 






C7H1402 


2530 


UC V Ansr AMP 


60 


47 


-0.29 






C7H1402 


25 31 


Ut, 1 ANUL 


268 




-0. 17 


-0. 17 


a 


C7H1404 


2532 


1 — BUT AKini 


4 




-1.41 


-2.46 




C7H14Q6 




nrT AMfii 


227 




0. 63 


0.63 


m 


C7H15CL2N2Q2P1 


2534 


CCL4 


234 


12 


0. 32 






C7H15N101 


2535 


OILS 


292 




-0.38 


0.84 


A 


C7H15N101 


25 36 


OILS 


292 




-0. 59 


0*65 


A 


C7H15N101 




OILS 


292 




-0.81 


0*45 


A 


C7H15N1Q2 


?f 21 


N— HllTAMDl 

ll OV 1 MHUL 


377 




-0.77 


-1.59 




C7H16CL1N102 


25 39 


nr TAuni 


297 


46 


-0.25 


-0.25 


v 


C7H16N102 


2540 


ni PTHVI ETHER 
ui c i niL tinuf\ 


378 


44 


-1.03 


0.04 


B 


C7H16N202 


2541 


0 I LS 


201 




1. 34 


2.41 


A 


C7H1601 


2542 


OCTANE 


59 




0.93 






C7H1601 


2543 


nnnpr an p 


59 




0. 86 






C7H1601 


2544 


H FX A f) FT AN F 


59 




0. 77 






C7H1601 


2545 


O T PTHVI P TMFO 


3 




-0. 07 


0.05 


A 


C7H1603 


2546 


OILS 


2 




-0. 96 


0.37 


A 


C7H16Q3 


2547 


OILS 


2 14 




0*05 


0,48 




C7H1604S2 


2548 


OILS 


173 




0.18 


0.58 


g, 


C7H1604S2 


2549 


OILS 


224 




0*65 


0*98 


g 


C7H16Q4S2 


2550 


01 LS 


168 




0* 10 


0.52 


g 


C7H1604S2 


2551 


C\ I PTHVI PTk FQ 
U I t 1 MTL E 1 T CK 


46 




1. 30 


2.02 


B 


C7H17NI 


25 52 


XYLENE 


46 




1.34 


2.09 


B 


C7H17N1 


2553 


nrT Awni 


297 


46 


-2.60 


-2.60 


x 


C7H18I INI 




u \j i Anu l. 


298 




4.20 


4.20 


w 


C7H18SII 


25 55 


nr t awn. 


206 




4. 81 


4.61 


m 


C8HIBR4F3N2 


2556 


CYCLOHEXANE 


379 


19 


-0,26 






C6H1CL2F3N404 


2557 


CYCLOHEXANE 


379 


19 


0.94 






C8HICL4F3N2 


2558 


Of TANOL 


206 




3.97 


3.97 


m 


C8H1CL4F3N2 


2559 


OCTANOL 


206 




4.08 


4.08 


u 


C8H2BR3F3N2 


2560 


OCTANOL 


206 




3. 78 


3.78 


at 


C8H2CL3F3N2 


2561 


OCTANOL 


206 




3.87 


3.87 


at 


C8H2CL3F3N2 


2562 


CYCLOHEXANE 


379 


19 


0.57 






C8H2CL3F3N2 


2563 


CYCLOHEXANE 


379 


19 


0.42 






C8H2CL3F3N2 


2564 


OCTANOL 


206 




4.15 


4.15 


* 


C8H3BR2F3N2 


2565 




206 




3.21 


3.21 


* 


C8H3CL1F3N302 


2566 


CvCl nHF VAN F 


379 


19 


-0. 74 






C8H3CLIF3N302 


2567 


rvri nHPXANF 


379 


19 


-0.06 






C8H3CL1F3N302 


2568 


rvri nHPYAUP 


379 


19 


0. 37 






C8H3CL1F3N302 


2569 


UL 1 ANUL 


206 




2. 87 


2. 87 


a 


C8H3CL2F3N2 


2570 


OCTANOL 








3 • 49 




C8H3CL2F3N2 


2571 


OCTANOL 


206 




as 


3*49 




C8H3CL2F3N2 


2572 


OCTANOL 


206 




3. 99 


3 . 99 


= 


i*Buiri jcimj 
tonJLLtrjri^ 


2573 


CYCLOHEXANE 


379 


19 


0. 30 








2574 


OCTANOL 


206 




3. 89 


3. 89 




Lonjrs ii*t u*t 


2575 


CYCLOHEXANE 


3 79 


19 


—I. 10 








2576 


CYCLOHEXANE 


■ 379 


19 


—0. 82 






C8H3F 3N404 


2577 


OCTANOL 


206 




3. 57 






r AH4RR 1 F 3 N? 


2578 


OCTANOL 


206 




3. 39 






C8H4CLIF3N2 


2579 


CYCLOHEXANE 


3 79 


1 9 


— 0.31 






LOntLL L r 3 fl fc 


25 80 


OCTANOL 


206 




2* 93 






LsQ~— wL L r jnt 


2581 


OCTANOL 


235 




4. 62 


4. 62 






2582 


OCTANOL 


206 




2.68 


2.68 


= 


rau^ci Mini 
Lon*»r J ri i Uc 


2583 


CYCLOHEXANE 


379 


I 9 


-1. 70 






Lon*»r J N 3 ut 


2584 


CYCLOHEXANE 


379 


19 


-0. L0 






C8H4F3N302 


25£5 


OCTANOL 


218 




3. 34 


3. 34 


* 


C8H5BR1 F3N101 


2586 


CYCLOHEXANE 












C8H58R1N204 


2587 


OCTANOL 


L41 




2.23 


2.23 




C8H5CL1N204 


2588 


CYCLOHEXANE 


14L 




1.49 






C8H5CLIN204 


2589 


OCTANOL 


141 




2.53 






C8HSCL2N102 


2590 


CYCLOHEXANE 


141 




2.68 






C8H5CL2N102 


2591 


CYCLOHEXANE 


141 




2.76 






C8H5CL2N102 


2592 


CYCLOHEXANE 


141 




3.12 






C8H5CL2N102 


2593 


CYCLOHEXANE 


141 




0.31 






C8H5FIN204 


2594 


CYCLOHEXANE 


141 




0.87 






C8H5F1N204 


2595 


OCTANOL 


206 




2.67 


2.67 




C8H5F3N2 


2596 


CYCLOHEXANE 


379 


19 


-0.95 






C8H5F3N2 


2597 


OCTANOL 


10 




2.95 


2.95 




C8H5F302 


2598 


CHCL3 


279 




1.73 


2-79 


A 


C8H5F302S1 


2599 


BENZENE- 


3 80 




1.60 


2.95 


A 


C8H5F302S1 


2600 


BENZENE 


279 




1.62 


2.96 


A 


C8H5F302S1 



NAME 



2-BUTAN0NE.4-CYCLOPROPYL 
DIETHYLNALONIC ACID 
DIEIHYLHALONIC ACID 
PIMELIC ACID 
PIMELIC ACID 
PIMELIC ACID 
PIMELIC ACID 
PIMELIC ACID 
PIMELIC ACID 
PIMELIC AC 10 
GLYCERYL DIACETATE 
GLYCERYL DIACETATE 
GLYCERYL DIACETATE 
GLYCERYL DIACETATE 

CYCLDHEXANECARBOXYLIC ACID, 1 , 3 , 4,5-TETRAHYDROXY/QUI NIC/ 

CYCLDHEXANECARBOXYLIC ACID, 1,3,*. 5-TETRAHYDR0XY/9UINIC/ 

A-BR0HO-A-ETHYL8UTYRLUREA/CARBR0HAL/ 

A-BR0M0-A-ETHYLBUTYRLUREA/CARBR0MAL/ 

2-AZACYCL00CTAN0NE 

L- VALINE, ACETYL 

L-HETH I0NINE, ACETYL 

2-AZACYCL00CTANTHI0NE 

6-I-PR0PYL-*-AHIN0-3-MEAHIN0-l,2,'i-TRIAZIN-5-0NE 

DIETHYLHALONIC ACID DIAMI0E 

N- BUTYL ETHYLENE THIOUREA 

I-AHYLACET IC ACID 

HEPTAN0IC ACI0 

HEPTAN0IC ACID 

HEPTANOIC ACID 

HEPTAN0IC ACID 

GLYCERYLH0N0BUTYRATE/BUTYR IN/ 
A-METHYLGLUCOS IDE 
CYTOXAN/CYCLOPHOSPHAMIDE/ 
DI ETHYL PROP ION AM IDE 
N, N-D I METHYL VALER AMI DE 
N- ETHYLVALERAMIDE 
N, N-D I ETHYL LACTAM I DE 
ACETYLCHOLINE CHLORIDE 
ACETYLCHOLINE CATION 

CARBAMIC ACID, N, N-D I ETHYL AM I N0E THY L ESTER 

HEPTANOL 

HEPTAN0L 

HEPTANOL 

HEPTANOL 

GLYCEROL, 1,3-DIETHYL ETHER 

GLYCEROL, i,3-0I£THYL ETHER 

2, 2-81 5 1 ETHYLSULFONYL ) PROPANE /SULF0NAL/ 

2,2-SISIETHYLSULFONYL)PROPANE/SULF0NAL/ 

2,2-BISIETHYLSUL F0NYL ) PR0PANE/SULF0NAL/ 

2, 2-BISI ETHYLSULFONYL I PROP ANE/SULF0NAL/ 

HEPTYL AMINE 

HEPTYL AMINE 

TR IM ETHYL BUTYL AMM0N IUM IODIDE 
SI LANE, BUTYL -TRIMETHYL 

BENZ IMIDAZOLE, 4, 5, 6, 7- TETRABR0H0-2-TRI FLUOROMETHYL 

8ENZIMIDAZ0LE, 2-TRIFLME-4, 6-DICL-5, T-DI NI TR0 

BENZIMIDAZOLE,*, 5, 6, 7T ETRACHLORO-2-TRI FLU0R0ME 

BENZIM I DAZ0LE, 4, 5, 6, T-TETRACHL0R0-2-TRI FLUOROMETHYL 

BENZIMIDAZOLE, 4, 5, 6-TR IBR0M0-2-TRI FLU0R0ME THYL 

BENZIMIDAZOLE, 4, 5, 7-TR ICHL0R0-2-TRIFLU0R0METHYL 

BENZ IMIDAZOLE, 4, 5, 6-TR I CHL0R0- 2- TR I FLUOROMETHYL 

BENZIH I0AZ0L E, 4, 5, 6-TR I CHL0RQ- 2- TR I FLUOROMETHYL 

BENZIMIDAZOLE, 2-TRIFLU0R0ME-4, 6, 7-TR ICHL0R0 

BENZIMIDAZOLE, 2-TR I FLUOROMETHYL- 5, 6-D I BR0M0 

BENZ IM I DAZ0LE, 5-CHL0R0-6-N1TR0-2-TRI FLU0R0ME 

BENZIMIDAZOLE, 2-TRIFLME-4.CHL0R0-6-NITR0 

BENZIMIDAZOLE, 2-TRIFLME-6-CHLORO-5-NITRO 

BENZIMIDAZOLE, 2-TRIFLME-6-CHL0RO-4-NITR0 

BENZ IMIDAZOLE, 2-TR I FLU0R0ME-4, 7-DICHL0R0 

BENZIMIDAZOLE,2-TRIFLU0ROME-4,5-DICHL0R0 

BENZIMIDAZOLE, 2-TR IFLU0R0HE-4.6-DICHL0R0 

8ENZIMI0AZOLE,2-TRIFLU0ROME-5,6-DICHL0R0 

BENZ IMIDAZOLE, 2-TR I FLU0R0ME-4.5-DICHL0R0 

BENZ IMIDAZOLE, 2- TRIFLUOROME-5,6-01 NI TRO 

BENZIMIDAZOLE, 2-TRIFLU0R0ME-5.6-0INITR0 

BENZIMIDAZOLE, 2-TR IFLU0R0ME-4, 6-01 NI TRO 

BENZIMIDAZOLE, 2-TR IFLUDR0ME-5-BR0H0 

BENZ IMIDAZOLE, 2-TR IFLUOROME- 5-CHLORO 

BENZ IM I DAZOLE, 2-TR I FLUOROME- 5-CHLORO 

BENZIMIDAZOLE, 2- TRIFLUR0ME-4-CHL0R0 

P-DKTRICHLOROMETHYL (BENZENE 

BENZIMIDAZOLE, 2-TR I FLUOROME- 5- N I TRO 

BENZIM I DAZOLE, 2-TR I FL UQROME- 5-N I TRO 

BENZIMIDAZOLE, 2-TR I FLU0R0ME-4-NI TRO 

BR0MDBEN2ENE, P-TR IFLUOROACETAMIDO 

STYRENE, 2-BROMO, 5-NITRO, B-NI TRO 

STYRENE, 2-CHL0RO-5-NITR0-B-NITR0 

STYRENE,2-CHL0RO,5-NITR0.B-NITRO 

STYRENE,2,4-DICHL0RO-8-NITRO 

STYRENE,3,4-DICHL0R0,8-NITR0 

STYRENE,2.4-DICHL0R0,8-NITR0 

STYRENE, 2, 6-DICHL0R0, B-NI TRO 

STYRENE,4-FLUORO,3-NITR0,B-NITRO 

ST YRENE,2-FLUOR0,5-NITR0,B-NITRQ 

BENZIMIDAZOLE, 2-TR I FLUOROMETHYL 

BENZIM I DAZOLE, 2-TR I FLUOROME THYL 

H-TRIFLU0R0METHYL8ENZ0IC ACID 

THENOYL-TR I FLUORO ACETONE 

THENOYL-TR I FLUORO ACETONE 

THENDYL-TRI FLUOROACETONE 
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NO. 


SOLVENT 


REE 


FOOT 


LOGP 


LOGP 




EMPIRICAL 








NOTE 


SOLV 


OCT 




FORMULA 


2601 


CCL4 


279 




1.30 


2.54 


N 


C8H5F302SI 


2602 


HEXANE. 


279 




0.68 






C8H5F302S1 


2603 


O-OICL. 8ENZ EN E 


279 




1.59 






C8H5F302SI 


26C4 


XYLENE 


279 




1.58 






C8H5F302S1 


2605 


TOLUENE 


279 




V.60 


2.98 


A 


C8H5F302S1 


2606 


OCTANOL 


10 




1.48 


1 . 48 


= 


C8H5N102 


26C7 


OCTANOL 


10 




1.56 


1.56 


= 


C8H5N102 


26C8 


D.I ETHYL ETHER 


113 




0.31 


1. 12 


B 


C8H5N1Q2 


2609 


CHCL3 


113 




0.23 


0. 80 


N 


C8H5N102 


2610 


OCTANOL 


9 




1.15 


1.15 


* 


C8H5N102 


2611 


DIETHYL ETHER 


113 




1.03 


1.02 


A 


C8H5N102 


2612 


CYCLOHEXANE 


304 




-1.46 






C8H5N102 


2613 


CHCL3 


113 




1.08 


1.60 


N 


C8H5N102 


261* 


OILS 


381 


12 


0.55 


1.69 


A 


C8H5N102 


2615 


OCTANOL 


255 




2.53 


2. 53 


* 


C8H6 


2616 


OCTANOL 


302 




2.75 


2. 75 


M 


C8H6BR1CL103 


2617 


OCTANOL 


309 




3.00 


3.00 




C8H68R1N1 


2618 


CYCLOHEXANE 


141 




2.33 






C8H68R1N102 


2619 


CYCLOHEXANE 


141 




2.44 






C8H6BR1N102 


2620 


CYCLOHEXANE 


141 




2.48 






C8H68R1N102 


2621 


OCTANOL 


302 




2.20 


2.20 




C8H6CL1F103 


2622 


OCTANOL 


302 




3.10 


3.10 




C8H6CL1 1 103 


2623 


OCTANOL 


141 




2.44 


2.44 




C8H6CL1NI02 


2624 


OCTANOL 


141 




2.57 


2.57 




C8H6CL1N102 


2625 


OCTANOL 


141 




2. S5 


2. 85 




C8H6CL1N102 


2626 


CYCLOHEXANE 


141 




2. 24 






C.0H6LL1N 1 


2627 


CYCLOHEXANE 


141 




2.33 






/■Qui r i m i n ~> 
L0H6LLL N1U£ 


2628 


CYCLOHEXANE 


141 




2.52 






C8H6CL1N102 


2629 


OCTANOL 


302 




1.85 


1.85 


* 


C8H6CL1N105 


2630 


OCTANOL 


10 




2.81 


2.81 




C8H6CL203 


2631 


OCTANOL 


218 




2.81 


2.81 




C8H6CL203 


2632 


OCTANOL 


302 




2.42 


2.42 


* 


C8H6FL I 103 


2633 


CYCLOHEXANE 


141 




1.61 






C8H6F1N102 


2634 


CYCLOHEXANE 


141 




1.74 






C8H6F1N102 


2635 


CYCLOHEXANE 


141 




1.94 






C8H6F1N102 


2636 


OILS 


382 


24 


3.55 


4.42 


A 


C8H6I203 


2637 


OCTANOL 


360 




0.84 


0.84 


• 


C8H6N2 


26 38 


OCTANOL 


141 




l.ao 


1.80 




C8H6N204 


26 39 


OCTANOL 


141 




1.82 


1.82 


■ 


C8H6N204 


26 40 


OCTANOL 


141 




1.89 


1.89 


■ 


C8H6N204 


2641 


CYCLOHEXANE 


141 




0.72 






C8H6N204 


2642 


CYCLOHEXANE 


141 




0.89 






C8H6N204 


2643 


CYCLOHEXANE 


141 




1.01 






C8H6N2Q4 


2644 


OCTANOL 


276 




1.63 


1.63 




C8H6N404 


2645 


OCTANOL 


218 




2.67 


2.67 




C8H601 


2646 


OILS 


224 




0.52 


0.88 


B 


C8H602 


2647 


DIETHYL ETHER 


207 




0.80 


0.82 


A 


C8H603 


2648 


OILS 


173 




1.47 


1.61 


B 


CBH603 


2649 


OILS 


224 


12 


2.00 






C8H603 


2650 


OCTANOL 


10 




1.66 


1.66 


* 


C8H604 


2651 


01 ETHYL ETHER 


212 




1.46 


1.39 


A 


C8H604 


2652 


DIETHYL ETHER 


212 




0.20 


0.29 


A 


C8H604 


2653 


01 ETHYL ETHER 


207 




0.10 


0.20 


A 


C8H604 


26 54 


01 ETHYL ETHER 


46 




0.28 


0. 37 


A 


C8H604 


2655 


I-6UTAN0L 


4 




0. 86 


0. 70 




C8H604 


26 56 


XYLENE 


46 




-1.55 


0. 10 


A 


C8H604 


26 57 


ME-I-BUT. KETONE 


195 




0.44 


0.41 




C8H604 


26 58 


S-PENTANOLS 


195 




0.60 


0.38 




C8H604 


26 59 


CHCL3 


46 




0.70 


1.85 


A 


C8H604 


2660 


OCTANOL 


218 




3.12 


3. 12 


a 


C8H6S1 


2661 


OCTANOL 


309 




3.09 


3. 09 


* 


C8H6S1 


2662 


OILS 


173 




2.24 


2.29 


B 


C8H7BR101 


2663 


OCTANOL 


10 




2.37 


2.37 




C8H7BRL02 


2664 


OCTANOL 


10 




2.31 


2.31 




C8H7BR102 


2665 


OILS 


383 


12 


1.86 


2.88 


A 


C8H7BR102 


2666 


OCTANOL 


10 




2.10 


2.10 




C8H7BR103 


2667 


OCTANOL 


10 




2.22 


2.22 




C8H7BR103 


2668 


OCTANOL 


10 




2.45 


2.45 




C8H78R103 


2669 


OCTANOL 


206 




3.22 


3.22 




C8H7CL1N2SI 


2670 


CYCLOHEXANE 


304 




1.44 






C8H7CL101 


2671 


OILS 


173 




1.99 


2.08 


B 


C8H7CL101 


2672 


OCTANOL 


10 




2.09 


2.09 


■ 


C8H7CL102 


2673 


OCTANOL 


10 




2.12 


2.12 




C8H7CL102 


2674 


OILS 


383 




1.38 


2.48 


A 


C8H7CL102 


2675 


OCTANOL 


10 




2.03 


2.03 




C8H7CL103 


2676 


CYCLOHEXANONE 


302 




3.00 






C6H7CL103 


2677 


ME-I-BUT. KETONE 


302 




2.32 






C8H7CL103 


2678 


CYCLOHEXANOL 


302 




2.46 






C8H7CL103 


2679 


OCTANOL 


10 




2.02 


2.02 


* 


C8H7CL103 


2680 


OCTANOL 


10 




1.99 


1.99 


• 


C8H7CL103 


2681 


OCTANOL 


334 




2.80 


2.80 


* 


C8H7CL2N102 


2682 


OCTANOL 


384 




3.03 


3.03 


■ 


C8H7CL2N102 


2683 


OCTANOL 


10 




1.65 


1.65 


at 


C8H7F102 


2684 


OCTANOL 


10 




1.50 


1.50 


» 


C8H7F102 


2685 


OCTANOL 


10 




1.55 


1.55 




C8H7F102 


2686 


OCTANOL 


10 




1.48 


1.48 




C8H7F103 


2687 


OCTANOL 


10 




1.26 


1.26 




C8H7F103 


2688 


OCTANOL 


10 




1.41 


1.41 




C8H7F103 


2689 


CYCLOHEXANOL 


302 




1.82 






C8H7F103 


2690 


OCTANOL 


65 




1.86 


1.86 




C8H7F104S1 


2691 


OCTANOL 


65 




1.82 


1.82 




C8H7F105S1 


2692 


OCTANOL 


10 




2.78 


2.78 




C8H7F503S1 


2693 


OCTANOL 


10 




2.62 


2.62 




C8H7I102 


2694 


OCTANOL 


10 




2.64 


2.64 




CBH7I102 


269S 


OILS 


383 




1.63 


2.72 


A 


C8H7I102 


2696 


OCTANOL 


10 




2.19 


2.19 




C8H7I103 


2697 


OCTANOL 


10 




2.44 


2.44 




CSH7I103 


2698 


OCTANOL 


10 




2.69 


2.69 




C8H7U03 


2699 


OCTANOL 


276 




2.00 


2.00 




C8H7N1 


2700 


OCTANOL 


186 




2.14 


2.14 




C8H7N1 



NAME 



THENOYLTR I FLUORO ACETONE 
THENOYLTR I FLUORO ACETONE 
THENOYLTR I FLUORO ACETONE 
THEONYLTR I FLUORO ACETONE 
THE0NYLTR1 FLUORO ACETONE 
M-CYANOBENZO IC ACID 
P-CYANQ8ENZ0IC ACID 
IN0OLE.2.3-DI0NE/IS4TIN/ 
IN00LE.2, 3-DIONE/ISATIN/ 
PHTHAL IM IDE 
PHTHALIMIOE 
PHTHALIMIDE 
PHTHALIMIDE 
PHTHALIMIDE 
BENZENE, ETHYNYL 

PH ENOXYACET IC AC 10, 3-BR0M0-4-CHLORO 
INDOLE, 5-BROMO 
STYRENE,4-BROMO,B-N1TRO 
ST YRENEt 2-BROMO, B-NITRO 
ST YRENE, 3-BROMO, B-NITRO 
PHENOXYACETIC AC ID, 3-CHLORD- 5-F LUORD 
PHENOXYACETIC AC ID, 4-CHLOR 0- 3- I ODO 
STYRENE, 4-CHL0R0-B-NITR0 
STYRENE, 3-CHL0R0-B-NITR0 
STYRENE, 2-CHL0R0-8-NITR0 
ST YRENE, 4-CHL0R0, B-NITRO 
STYRENE, 3-CHLORO, 8-NITRO 
STYRENE, 2-CHL0R0,B-Nl'TR0 
PHENOXYACETIC AC ID, 4-CHLORO-3-N I TRO 
PHENOXYACETIC ACIO, 2,4-OICHLORO 
PHENOXYACETIC AC ID, 3, 4-DICHLORO 
PHENOXYACETIC AC ID, 5- FLUORO- 3- I ODO 
ST YRENE, 4-FLUORO, B-NITRO, 
STYRENE, 3-FLUORD, B-NITRO 
STYRENE, 2-FLUORO, B-NITRO 

BENZOIC AC I 0, 4-OH, 3, 5- DI - IOD0, METHYL ESTER 
O.UINOXALINE 

STYRENE, 2-NITRO-B-N ITRO 
STYRENE, 3-NITRO-8-NITRO 
STYRENE, 4-NITRO-B-N ITRO 
ST YRENE, 4-N I TRO, B-NITRO 
ST YRENE, 2-N ITRO, 8-NI TRO 
ST YRENE, 3-N ITRO, B-NITRO 
l-METHYL-5, 7-DINITRQBENZPYRAZOLE 
BENZOFURAN 

0-TOLUIC ACID LACTONE/PHTHALIDE/ 
8ENZ0YLF0RMIC ACID 
PIPERONAL 
PIPE RON AL 
M-PHTHALIC ACID 
M-PHTHALIC ACID 
O-PHTHALIC ACID 
O-PHTHALIC ACID 
O-PHTHALIC ACID 
O-PHTHALIC ACIO 
O-PHTHALIC ACID 
O-PHTHALIC ACID 
O-PHTHALIC ACID 
PIPERONYLIC ACID 
BENZOTHJOPHENE.IBt 
BENZOTHIOPHENE.IB) 
BROMOACETOPHENONE 
M-BROMOPHENYLACETIC ACID 
P-BROMOPHENYLACETIC ACID 
P-BROMOPHENYLACETIC ACID 
PHENOXYACETIC ACID, 2-BROMO 
PHENOXYACETIC AC ID, 3-BROMO 
PHENOXYACETIC ACID.4-BR0H0 
BENZIHIDAZOLE, 5-CHL0R0-2-I METHYLTH ID ) 
CHLOROACETEPHENONE 
CHLOROACETOPHENONE 
H-CHLOROPHENYL ACET IC AC ID 
P-CHLOROPHENYL ACET IC ACID 
P-CHLOROPHENYLACETIC ACID 
PHENOXYACETIC ACID.H-CHLORO 
PHENOXYACETIC ACIO.M-CHLORO 
PHENOXYACETIC ACID.M-CHLORO 
PHENOXYACETIC ACID,M-CHLORO 
PHENOXYACETIC ACID.O-CHLORO 
PHENOXYACETIC ACID.P-CHLORO 
N-METHYL-3, 4-DICHLOROPHENYLCARBAMATE 
N— NETHYL-3, 5-DICHL0R0PHENYLCAR8AMATE 
H-FLUOROPHENYLACET IC ACIO 
0-FLUOROPHENYLACET IC ACIO 
P-FLUOROPHENYL ACET I C ACIO 
PHENOXYACETIC ACIO.H-FLUORO 
PHENOXYACETIC ACID.O-FLUORO 
PHENOXYACETIC ACIO.P-FLUORO 
PHENOXYACETIC AC ID, P— FLUORO 
P-FLUOROSUL FONYLPHENYL ACET IC AC ID 
P-FLUOROSULFONYL PHENOXYACETIC ACID 
PHENOXYACET IC AC ID, 3-P ENTA FLUOROTH 1 0 
H-IODOPHENYL ACETIC ACIO 
P-10D0PHENYLACET IC ACIO 
P-IODOPHENYLACETIC ACIO 
PHENOXYACETIC ACID.2-IOD0 
PHENOXYACETIC ACI0.3-IQD0 
PHENOXYACETIC ACID, 4-1000 
INDOLE 
INDOLE 
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SOLVENT 


REF 


FOOT 


LOOP 


L0CP 




EMPIRICAL 








NOTE 


SOLV 


OCT 




FORMULA 


2701 


fir T ANDL 


309 




2.25 


2.25 




CBH7N1 


2702 


OCTANOL 


255 




1. 56 


1*56 




C8K7N1 


2703 


CYCLOHEXANE 


358 




1* 56 






C8H7N1 


2704 


OCT ANQL 


309 




1-15 


1.15 




C8H7N101 


27C5 


OCTANOL 


56 




2.24 


2.24 




C8H7NL02 


2706 


OCTANOL 


141 




2.11 


2.11 




C8H7N102 


27C7 


CYCLOHEXANE 


141 




1.80 






C8H7N102 


27C8 


OCTANOL 


L0 




1*42 


1.42 




C8H7N103 


270*3 


OCTANOL 


10 




1«49 


1. 49 


— 


C8H7N103 


27 10 




141 




2.07 


2* 07 




C8H7N103 




UL 1 AnUL 


141 




2. 12 


2. 12 




C8H7NL03 


2712 




141 




-1*60 






C8H7NL03 


27 13 


CYCLOHEXAN e 


141 




-1. 36 






C8H7NI03 




nr T amdi 


10 




1.45 


1.45 


— 


C8H7N104 


2715 


UL 1 AIHUL 


10 




1*39 


1.39 




C8H7N104 


27 16 


OILS 


383 




0*43 


1.61 


A 


C8K7N104 


27 17 


nrTAwni 

ULi 1 MrlUl. 


10 




1.37 


1.37 




C8H7N105 


27 18 


CYCLOHEXAN ONE 


302 




2.77 






C8H7N105 




HE - I—BUT .KETONE 


302 




1 • 88 






C8H7N1Q5 


2720 


CYCL0HEXAN0L 


302 




1.93 






C8H7N1Q5 


2721 


nrT amdi 


10 




1*22 


1.22 




C8H7N105 


2722 


OCTANOL 


10 




1*48 


1.48 




CSH7N105 


2723 


UL 1 AriUL 


236 




2. 83 


2* 83 




C&H7N1S1 


27 24 


CHCL 3 


322 




2.00 


2.38 




C8H7N1S2 


2725 


nr t Awni 


384 




1,77 


1. 77 




C8H86R1N1Q2 


2726 


nr TAwm 


384 




2*25 


2.25 




C8H8BR1N102 


2727 


nrTAMni 

UL 1 ANUt 


384 




2* 17 


2. 17 




C8H8BR1N102 


2728 




384 




1.64 


1.64 




C8H8CL1N102 


2729 # 


nrTidini 

UL 1 MPlUL. 


3 84 




2*03 


2.03 




C8H8CL1N102 


2730 


nr T Aunt 


384 




2.01 


2,01 




C8H8CLIN102 


2731 


nr t ANnt 


302 




1.16 


1.16 




C8H8CL1N103 




nr t ANm 

UL- 1 PMILJU 


384 




1.25 


1.25 




C8H8F1N102 


9735 


nrT ANriL 


384 




1. 48 


1.48 




C8H3F1N1G2 


2734 


nn ANni 


384 




1*28 


1.28 




C8H8F1N102 


2735 


nrT Ahini 

UL » ApiUL. 


65 




2.17 


2.17 




C8H8F1N103S1 


2736 


ni CTUVI FT I- FQ 


306 




1* 64 


1.60 




C8H8I1N104S1 


2737 


CHCL 3 


306 




— UotCU 


I • 00 




r AHA T 1N104S i 


2738 


CCL 4 


306 


12 


—2* 00 


0*15 




C8H8I1N104S1 


2739 


CL CHZLHiiLL 


306 




0* 32 






C8H8I1N104SI 


2740 


0CT AN0L 


3 OH 




1*02 


1 . 02 




C8H8N204 


274 1 


nrT a Mni 
UL 1 ANUL 


384 




1*39 


1.39 




C8H8N2 04 


2742 


UL 1 ANUL 


384 




1*47 


1.47 




C8H8N204 


2743 


nrT a Mm 

UL 1 APtUL 


10 




1. 58 


1.58 




C8H801 


2744 


RTF TH VI FTkFK 


248 


50 


1.75 


la 67 




C8H801 


2745 


RCM7 cm p 


248 


12 


2.20 


2a07 




CBH301 


2746 




248 




2-38 






C8HB01 


9747 


nr t a unt 


268 




2.23 


2,23 




C3H801S1 


2748 


nr t Ahini 
UL ' ANUL 


10 




1.49 


1.49 




C8HS02 


2749 


nr T a mai 
UL 1 ANUL 


10 




1. 39 


1,39 




C8H802 


2750 


nr t amdi 

UL ) ArlUL 


10 




la 35 


1*35 




C8H802 


9761 


rvr i nHFXAN F 


56 




-2a 14 






C8H8Q2 


2752 


nr t ANm 

LI 1* 1 AliUL 


10 




2. 12 


2, 12 




C8H802 


2753 


nr t ANm 


10 




1.41 


1.41 




C8H902 


27 54 


nrCTMVI FTI- FC 
U I c 1 n TL C 1 r tK 


3 




1 . 57 


1. 49 




C8H802 


2755 


n T PTMV1 FTl-FR 
uic inn. c irsn 


207 




1 .33 


1.28 




C8H8Q2 


2756 


n I FTHYt ETl- FR 


46 




1*44 


1.37 




C8H802 


27 57 


CHCL 3 


29 


12 


0.45 


1.63 




C8HB02 


en 




361 




0*35 


1* 57 




C8H802 


2759 


OILS 


362 




0a 13 


1*33 




C8H802 






385 




0a26 


1.42 




CBH8Q2 


27c 1 


a cu 7 FNF 


29 




-0,03 


1.38 




C8H802 


?Zf ? 


I — PIITAMni 






1*43 


1. 51 




C8H802 






46 




— 0. 38 


la 38 




C8H802 


2764 


i ULvcnc 


48 




0*09 


1.66 




C8H802 


2765 




29 




-0.13 


1.46 




C8H802 


2766 


NITROBENZENE 


48 




0*67 


1*42 




C8H802 


2767 


PRIM* PENTANOLS 


48 




1*48 


1.57 




CSH802 


2768 


UL I ANUL 


10 




2, 37 


2,37 




C8H802 


2769 


rvrt n mf kan f 


357 




0,65 






C8H802 


2770 


CHCL3 


29 


25 


!• 76 


2. 83 




C8H802 


2771 


TQLUcNE 






la 10 


2a 54 




C8H802 


2772 


OCTANOL 


10 




2.27 






r a wan? 


2773 


CHCL 3 


29 


12 


la 81 


2a 91 




C8Hd02 


2774 


TOLUENE 


29 




0* 68 


2.16 




rouaflJ 
LUnoUc 


2775 


OCTANOL 


386 




1*91 


1.91 




f au ant c l 


2776 


BENZENE 


279 




2.40 


3a 70 




ConSUZi 1 


2777 


CCL4 


279 




2*06 


3a 57 


N 


L8H802S 1 


2778 


H6XANE 


279 




1.30 






C8H802S1 


2779 


0-OICL. BENZENE 


279 




2*49 






C8H802S1 


2780 


OCTANOL 


386 




2*05 


2.05 


• 


C8H602SE1 


2781 


CHCL3 


38? 




2*92 


3.89 


A 


C8H802SEI 


2782 


CHCL3 


388 




3.39 


4.30 


A 


C8H802SE1 


2783 


BENZENE 


38? 




3.00 


4.30 


A 


C8HB02SE1 


2784 


BENZENE 


388 




2*92 


4.23 


A 


C8H802SE1 


27e5 


DI ETHYL ETHER 


323 




1*35 


1. 30 


^ 


tonouj 


2786 


01 ETHYL ETHER 


3 




0.97 


0.96 


A 


C8H803 


2787 


DIETHYL ETHER 


323 




0.91 


0.91 


A 


C8H803 


2788 


DIETHYL ETHER 


359 




0.93 


0*94 


A 


C8H303 


2789 


DIETHYL ETHER 


248 




0*96 


0.96 


A 


CBH803 


2790 


CYCLOHEXANE 


248 




-0.75 






CBH803 


2791 


CHCL3 


366 




1.42 


1.92 


N 


C8H8Q3 


2792 


OILS 


173 




0.42 


1.58 


A 


CBH803 


2793 


OILS 


224 




0.48 


1*63 


A 


C8H803 


2794 


BENZENE 


389 




0.81 


2.20 


A 


C8H803 


2795 


BENZENE 


248 




0.82 


2*21 


A 


C8H803 


2796 


TOLUENE 


389 




0.64 


2.14 


A 


C8H303 


2797 


CLCH2CH2CL 


248 




la 29 






C8H803 


2798 


0I-1-PR. ETHER 


366 




0.60 


1.24 




CBHS03 


2799 


OCTANOL 


186 




1.05 


1.05 




C8H803 


2800 


OCTANOL 


261 




1*89 


1*89 




C8H803 



NAME 



1N00LE 

PHENYL ACET0N I TRILE 
P-TOLUCNITRILE 
OX INDOLE 

STYRENE, B-NITR0 
STYRENE, 8-NITR0 
STYRENE, B-NITR0 
H-ACETYLNI TR0BENZENE 
P-ACETYLNITR08ENZENE 
STYRENE, 3-HYDR0XY-8-N I TR0 
STYRENE, 4-HYDR0XY-B-NITR0 
ST YftENE, 4- HYDROXY, B-N I TR0 
STYRENE, 3-HYDROXY, 8-NITRO 
H-NITROPHENYL ACETIC ACID 
P-NITR0PHENYL ACETIC ACID 
P-NITR0PHENYL ACETIC ACID 
PHENOXYACETIC ACID.M-NITR0 
PHENOXYACETIC ACID.H-NITR0 
PHENOXYACETIC ACID.H-NITR0 
PHENOXYACETIC ACID.H-NITRO 
PHENOXYACETIC ACID.0-NITR0 
PHENOXYACETIC ACID.P-NITR0 
BENZYL IS0THI0CYANATE 
METHYLTHI0BENZ0THIAZ0LE 
N-HETHYL-2-BRON0PHENYL CARBAMATE 
N-METHYL-3-BR0M0PHENYLCARBAHATE 
N-HETHYL-4-BR0M0 PHENYL CARBAMATE 
N-HETHYL-2-CHL DROP HEN YL CARBAMATE 
N-METHYL-3-CHLOR0PHENYLCARBAMATE 
N-METHYL-4-CHL 0R0P HEN YLCARBAMATE 
PHENOXYACETIC ACID, 3-AMIN0-4-CHL0R0 
N-HE THY L-2-FLU0R0P HEN YL CARBAMATE 
N-HETHYL-3-FLUORDPHENYi.CARBAMATE 
N-METHYL-4-FLU0R0P HEN YL CARBAMATE 
P-ACETAMID0-BEN2ENESULFQNYLFLUDRIDE 
N-(P-IOD0BENZENESULFONYL (GLYCINE 
N-IP-I0D08ENZENESULF0NYL (GLYCINE 
N-(P-I0D0BENZENESULFDNYL (GLYCINE 
N-IP-I0008ENZENESULFONYL ) GLYCINE 
N-METHYL-2-NITR0 PHENYL CARBAMATE 
N-METHYL-3-NITR0PHENYLCAR8AMATE 
N~METHYL-4-N IT R0 PHENYL CARBAMATE 
AC ET0PHEN0NE 
ACET0PHEN0NE 
ACET0PHEN0N6 
ACETOPHENONE 

THIDACETIC ACID, S-PHENYL ESTER 
ACETIC ACID, PHENYL ESTER 
M-ACETYLPHENOL 
P-ACETYLPHENOL 
P- ACETYL PHENOL 
BENZOIC ACID, METHYL ESTER 
PHENYLACETIC ACID 
PHENYL ACETIC ACID 
PHENYLACETIC ACID 
PHENYL ACETIC ACID 
PHENYLACETIC ACID 
PHENYLACETIC ACID 
PHENYLACETIC ACID 
PHENYLACETIC ACI0 
PHENYLACETIC ACID 
PHENYLACETIC ACI0 
PHENYLACETIC ACID 
PHENYLACETIC ACID 
PHENYLACETIC ACID 
PHENYLACETIC ACID 
PHENYLACETIC ACID 
M-T0LUIC ACID 
O-TOLUIC ACID 
0-T0LUIC ACID 

0- T0LUIC ACID 
P-T0LUIC ACID 
P-TOLUIC ACID 
P-TOLUIC ACID 
PHENYLTHIQ- ACETIC ACID 
THEN0YL ACETONE 
THEN0YL ACETONE 
THEN0YLACET0NE 
THENOYL ACETONE 
PHENYLSELEN0- ACETIC AC 10 

1- I2-S EL EN0PHEN— YL 1-1 . 3-BUTANED10N6 
l-(2-SELEN0PHEN-YL)-l,3-BUTANEDI0N6 
l-<2-SELEN0PHEN-YL 1-1, 3-BUTANED.IONE 
1-J2-SEL ENQPHEN-YL 1-1 t 3— 8UTANED IONE 
BENZAL0EHYDE, 2— HY0ROXY— 3-METH0XY/0-VANI LLIN/ 
BE NZ ALDEHYDE, 3-HETH0XY.4-HYDR0XY/VANILLIN/ 
BENZALDEHYDE,3-METH0XY-4-HYDR0XY/VANILLIN/ 
8ENZALDEHY0E, 3-METHOXY ,4-H YDROXY/VANILLI N/ 
BENZ ALDEHYDE, 3-HETH0XY-4— HYDROXY/VANILLI N/ 
6ENZALDEHYDE, 3-HETH0XY-4-HY0ROXY/VANILLI N/ 
BENZ ALDEHYDE, 3-METH0XY-4-HYDR0XY/VANILLI N/ 
BENZALDEHYDE, 3-METH0XY,4-HYDR0XY/VANILLI N/ 
BENZ ALDEHYDE, 3-METH0XY-4-HYDR0XY/VANILLIN/ 
BENZ AL0EHYDE»3-HETH0XYt 4— HYDROXY/VANILLI N/ 
BENZAL0EHYDE,3-METH0XY-4-HYDR0XY/VANILLIN/ 
BENZ ALDEHYDE, 3-METH0XYt4-HYDROXY/VANILL I N/ 
BENZAL0£HY0E,3— METH0XY— 4-HYDROXY/VANILLI N/ 
BENZ ALDEHYDE, 3-METHOXY, A-HYDROXY/VANILLI N/ 
BENZYL ALCOHOL, 3t 4— METHYL ENEDI0XY 
M-CAR80NETH0XYPHEN0L 
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NO. 


SOLVENT 


REF 


FOOT 


LOGP 


LOOP 




EMPIRICAL 






NOTE 


SOLV 


OCT 




FORMULA 


2801 


OCTANOL 


261 




1.96 


1.96 




C8H803 


2802 


OCTANOL 


235 




1.96 


1.96 




C8H803 


2803 


OCTANOL 


10 




0.85 


0.85 


m 


C8H803 


280* 


OCTANOL 


10 




0.85 


0. 85 


■ 


C8HS03 


2805 


OILS 


383 




-1.04 


0.27 


A 


C8HB03 


2806 


OCTANOL 


10 




2.02 


2.02 


* 


C8H803 


28C7 


DIETHYL ETF.ER 


112 




0.78 


0. 60 


A 


C8H803 


2808 


CHCL3 


112 




1.65 


2. 72 


A 


C8H803 


2809 


CHCL3 


29 




1.65 


2.93 


A 


C8H803 


2810 


BENZENE 


17 




0.64 


2.02 


A 


C8HB03 


2811 


TOLUENE 


29 




0.45 


1.97 


A 


C8H803 


2S 12 


OCTANOL 


10 




1.96 


1.96 


■ 


C8H803 


2813 


CHCL3 


29 


12 


1.48 


2.56 


A 


C8H803 


2814 


CHCL3 


46 




0.90 


2.04 


A 


C8HSD3 


281S 


BENZENE 


17 




0. 46 


1.65 


A 


C8H803 


2816 


XYLENE 


46 




-0.26 


1.51 


A 


C8H803 


2817 


TOLUENE 


29 




0.54 


2.05 


A 


C8H803 


2818 


OCTANOL 


10 




1.26 


1.26 


** 


r a u t> ,13 
OOHHUi 


2819 


CYCLQHEXANQNE 


302 




2.18 






C8H803 


2820 


HE- l-BUT. KETONE 


302 




1.54 






C8H803 


2821 


CYCLOHEXANOL 


302 




1.61 






C8H803 


2822 


DIETHYL ETHER 


3 




0.35 


0.42 


A 


C8H803 


28 23 


DIETHYL ETHER 


207 




0.30 


0.38 


A 


C8H803 


2824 


01 ETHYL ETHER 


46 




0.28 


0.37 


A 


C6H803 


2825 


CHCL3 


29 




-1.26 


0. 07 


A 


C8H803 


28 26 


BENZENE 


36 


12 


-1.95 


-0.54 


A 


C8H8Q3 


2827 


I-BUTANOL 


4 




0.72 


0.50 




C8H803 


2828 


OCTANOL 


10 




0.76 


0.76 


■ 


C8H804 


2829 


OCTANOL 


302 




0.85 


0.85 


i. 


C8H804 


2830 


OCTANOL 


10 




0.65 


0.65 




CBH804 


2831 


CYCLOHEXANQNE 


302 




1.91 






C8H8Q4 


2832 


ME-I-BUT. KETONE 


302 




1.05 






C8H604 


2833 


CYCLOHEXANOL 


302 




1.32 






C8H804 


2834 


OCTANOL 


255 




3.09 


3. 09 




C8H9BK 1 


2835 


OCTANOL 


255 




2.95 


2. 95 




LBFIfLL I 


2B36 


OCTANOL 


10 




1.16 


1. 16 


■ 


<~ d unu , nl 
CoHVN L U I 


2837 


DIETHYL ETHER 


3 




0.48 


1.28 


B 


C8H9N1Q1 


2838 


DIETHYL ETHER 


359 




0.50 


1.29 


B 


C8H9N101 


2839 


CHCL3 


359 




0.89 


1.41 


N 


C8H9N1Q1 


2840 


CHCL 3 


254 




0.88 


1.39 


N 


C8H9N101 


2841 


CHCL3 


33B 


44 


0.48 


1.06 


N 


C8H9N101 


2842 


OILS 


173 




0.00 


1.19 


A 


C8H9N101 


2843 


OILS 


224 




0.30 


1.47 


A 


C8H9N101 


2844 


BENZENE 


338 


44 


-1. 70 






C8H9N101 


2845 


BENZENE 


72 




0.22 


1.59 


A 


C8H9N101 


2846 


N-HEPTANE 


254 




-1.70 






C8H9N101 


2847 


N-HEPTANE 


3 38 


44 


-2.00 






C8H9N101 


2848 


TOLUENE 


151 




1.77 


3.13 


A 


CSH9N101 


2849 


CYCLOHEXANE 


151 




0.95 






C8H9N101 


28 50 


OCTANOL 


255 




0.45 


0.45 


■ 


C8H9N101 


2851 


OLEYL ALCOHCL 


390 


44 


1.09 


1.63 




C8H9N102 


2852 


OILS 


383 




-0.89 


0.40 


A 


CBH9N102 


2853 


CHCL3 


29 




0.81 


1.98 


A 


C8H9N102 


2854 


TOLUENE 


29 




0.61 


2.11 


A 


C8H9N102 


2855 


CYCLOHEXANE 


141 




1.81 






C8H9N102 


28 56 


OCTANOL 


65 




2.95 


2.95 




C8H9N102 


2857 


OCTANOL 


386 




0.62 


0.62 


■ 


C8H9N102 


2858 


OCTANOL 


276 




0.94 


0. 94 




C8H9N102 


2659 


OCTANOL 


276 




0. S7 


0.87 


* 


CSH9N102 


2860 


OCTANOL 


276 




0. 86 


0. 86 




CSH9N102 


286 1 


OCTANOL 


384 




1.16 


1. 16 


m 


C8H9N102 


2862 


OCTANOL 


186 




1.24 


1.24 




C8H9N102 


2863 


HE X AN £ 


391 




-0.54 






C8H9N102 


2864 


OCTANOL 


349 




1.32 


1.32 




C8H9N102 


2865 


OCTANOL 


349 




1.43 


1.43 


■ 


C8H9N102 


2866 


OCTANOL 


349 




0.87 


0.87 




C8H9N102 


2867 


OILS 


381 




-0.01 


1.18 


A 


C8H9N102 


2868 


N-HEPTANE 


370 


14 


0.28 






C8H9N103 


2869 


OILS 


249 




0.25 


1.41 


A 


C6H9N103 


2870 


CYCLOHEXANCNE 


302 




0.71 






C8H9N103 


2871 


OCTANOL 


217 


07 


0.20 


0.20 




C8H9N103S1 


2872 


CHCL3 


217 


07 


-0.36 


0.24 


N 


C8H9N103S1 


2873 


OCTANOL 


276 




1.61 


1.61 


" 


C8H9N301S1 


2874 


OCTANOL 


226 




-0. 57 


-0. 57 


m 


C8H9N302 


2875 


OCTANOL 


255 




3.15 


3.15 


m 


C8H10 


2876 


OCTANOL ' 


301 




3.20 


3.20 


■ 


CSH10 


2877 


N-HEPTANE 


310 




3.54 






C8H10 


2878 


OCTANOL 


301 




2.77 


2.77 


■ 


C3H10 


2879 


N-HEPTANE 


310 




3.39 






C8H10 


2880 


OCTANOL 


301 




3.15 


3.15 


• 


C8H10 


2881 


N-HEPTANE 


310 




3.45 






C8H10 


2882 


OCTANOL 


80 




1.71 


1.71 




C8H10CL1N102 


2883 


OCTANOL 


392 




2.04 


2.04 




CSH10N105P1S1 


2884 


CHCL 3 


392 




1.38 


0.97 


B 


C8H10N105P1S1 


28E5 


BENZENE 


392 




1.28 


1.44 


B 


C8H10N1OSP1S1 


2886 


OCTANOL 


392 




1.33 


1.33 




C8H10N106P1 


28S7 


CHCL3 


392 




1.33 


0.91 


B 


C8H10N1O6P1 


2888 


BENZENE 


392 




1.17 


1.36 


8 


C8H10N1O6P1 


2889 


BENZENE 


72 




1.71 


1.73 


B 


C8H10N201 


2890 


OCTANOL 


1 86 




0.42 


0.42 




C8H10N201 


2891 


DIETHYL ETHER 


113 


15 


-0.67 


-0.47 


A 


C8H10N203S1 


2892 


CHCL3 


343 


2 


-0.66 


-0.01 


N 


C8H10N203S1 


2893 


CHCL3 


113 


IS 


-0.12 


0.48 


N 


C8H10N203SI 


2894 


CHCL3 


393 


63 


-0.35 


0.27 


N 


C8H10N203S1 


2895 


BENZENE 


343 


2 


-1.54 


-0.14 


A 


C8H10N203S1 


2896 


I-PENT. ACETATE 


343 


2 


-0.06 


-0.24 




C8H10N2O3S1 


2897 


CCL4 


343 


2 


-1.77 


-1.72 


N 


CSH10N203S1 


2898 


OCTANOL 


186 




0.85 


0.85 




C8H10N2S1 


2899 


OCTANOL 


218 




-0. 07 


-0.07 




C8H10N4O2 


2900 


DIETHYL ETHER 


3 




-1.30 


-0.30 


B 


C8H10N402 



NAME 



P-CARBOMETHOXYPHENOL 
P-HYOROXYBENZOIC ACID. METHYL ESTER 
M-HYDROXYPHENYLACETIC ACID 
0-HYDROXYPHENYLACETIC ACID 
P-HYDROXYPHENYLACETIC ACID 
H-METHOXYBENZO IC ACID 
0- MET HQXY8EN ZOIC ACID 
0-METHOXYBENZOIC ACID 
0-METHOXYBENZOIC ACID 
O-NETHOXYSENZOIC ACID 
0-METHOXYBENZOIC ACID 
P-HETHOXYBENZOIC ACID/ANISIC ACID/ 
P-METHOXYBENZOIC ACID/ ANISIC ACIO/ 
P-METHOXYBENZOIC ACID/ANISIC AC 10/ 
P-METHOXYBENZOIC ACID/ANISIC ACIO/ 
P-METHOXYBENZOIC ACID/ANISIC ACIO/ 
P-METHOXYBENZOIC ACID/ANISIC AC 10/ 
PHENOXY ACETIC ACID 
PHENOXY ACETIC ACIO 
PHENOXYACETIC ACID 
PHENOXYACETIC ACID 

PHENYL ACETIC AC1 Or A-HYDROXY/MANDEL IC ACID/ 

PHENYL ACETIC AC I D» A-HYDROXY/MANDEL I C ACID/ 

PHENYL ACETIC AC ID. A-HYOROXY/MANDEL IC ACID/ 

PHENYLACETIC ACID» A-HYOROXY/MANDEL IC ACID/ 

PHENYL ACETIC ACIDt A-HYDROXY/MANDELIC ACID/ 

PHENYLACETIC ACID, A-HYDRDXY/MANDEL IC ACID/ 

PHENOXYACETIC AC ID.H-HYDROXY 

PHENOXYACETIC AC IDtO-HYDROXY 

PHENOXYACETIC ACIO.P-HYDROXY 

PHENOXYACETIC ACID.P-HYDROXY 

PHENOXYACETIC ACID.P-HYDROXY 

PHENOXYACETIC ACIO.P-HYOROXY 

BENZENE. 2-BR0MO-1-ETHYL 

BENZENE. 2-CHLORO-l-ETHYL 

ACETANILIDE 

ACETANILIDE 

ACETANILIDE 

ACETANILIDE 

ACETANILIDE 

ACETANILIDE 

ACETANILIDE 

ACETANILIDE 

ACETANILIDE 

ACETANILIDE 

ACETANILIDE 

ACETANILIDE 

N-METHYL-SALICYLIQENEIHINE /SCHIFF BASE/ 
N-METHYL-SAL ICYLIDINEIMINE /SCHIFF BASE/ 
PHENYLACETAMIDE 

P-AMINOBENZOIC ACID, METHYL ESTER 
P- AM IN OPHENYL ACETIC ACID 
ANTHRANILIC AC I D.N-METH YL 
ANTHRANILIC ACID.N-METHYL 
8ENZENE.B-NITR0ETHYL 
1. 3-DI METHYL- 2-N I TRO BENZENE 
GLYCINE, N-PHENYL 
M-METHOXYBENZAMIDE 

0- METHDXYBENZAM IDE 
P-METHOXYBENZAMI DE 
N-METHYLPHENYL CARBAMATE 
N-METHYLPHENYLCARBAMATE 
N-METHYLPHENYL CARBAMATE 
NICOTINIC ACIO, ETHYL ESTER 

1- NICDTINIC ACID, ETHYL ESTER 
PICOLINIC ACID, ETHYL ESTER 
TETRAHYDROPHTHAL 1M IDE 
P-AMINOSALICYLIC ACID, METHYL ESTER 
ORTHOCAINE 

PHENOXYACETIC ACIO.P-AHINO 

P-ACETYLBENZENESULFONAMIDE 

P- ACETYL BENZEN ESUL FONAM IDE 

M-HYDROXYBENZYLIOINETHIOUREA 

1-ACET YL-2-P ICOL INOYLHYDRAZ INE ( 68626 1 

BENZENE, ETHYL 

M- XYLENE 

H-XYLENE 

0- XYLENE 

0- XYLENE 

P- XYLENE 

P- XYLENE 

0— (l-ETHYL- l-ETHYNYL-3-CHLQROALLYL (CARBAMATE 

DI METHYL PARATH ION 

D I METHYL PAR ATH ION 

DI METHYL PARATH ION 

DIMETHYLPARA-OXON 

DIMETHYL PAR A-OXON 

DIMETHYL PARA-OXON 

P-NITROSOOIMETHYLANIL I NE 

UREA, 1— METHYL— I— PHENYL 

SULFANILACETAMIDE 

SULFANILACETAMIDE 

SULFANILACETAMIDE 

SULFANILACETAMIOE 

SULFANILACETAMIDE 

SULFANILACETAMIDE 

SULFANILACETAMIDE 

UREA. l-HETHYL-l-PHENYL-2-THIO 

CAFFEINE 

CAFFEINE 
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NO. 


SOLVENT 


REF 


FOOT 


LOGP 


LOGP 




EMPIRICAL 








NOTE 


SOLV 


OCT 




FORMULA 


2901 


CHCL3 


394 


42 


1.33 


0.91 


B 


C8H10N402 


2902 


CHCL3 


359 


42 


1.32 


0.86 


B 


CBH10N402 


2903 


CHCL3 


322 


42 


1.2a 


0.87 


B 


C8H10N402 


2904 


OILS 


371 




-0.40 


0.18 


B 


C8H10N402 


2905 


OILS 


2 


12 


-1.48 


-0.79 


B 


C8H10N402 


29C6 


OILS 


249 




-1.13 


-0.50 


8 


C8H10N4O2 


29C7 


I-BLTANOL 


4 




0.08 


-0.39 




C8H10N402 


29C8 


I-PENT. ACETATE 


395 


14 


-2.22 






C8H10N4O2 


2909 


CCL4 


2 34 


12 


-0.68 






C8H10N402 


2910 


BENZENE 


368 


68 


-0.16 


0.44 


6 


C8H10N402 


2911 


OCTANDL 


206 


27 


3.58 


3.58 




CBH10N406S3 


2912 


CYCLOHEXANE 


325 




0.51 






C8H1001 


2913 


N-HEPTANE 


310 




0.43 






C8H1001 


2914 


CYCLOHEXANE 


132 




0.76 






C8H10O1 


2915 


CYCLOHEXANE 


325 




0.55 






C8H1001 


2916 


N-HEPTANE 


310 




0.40 






C8H10O1 


2917 


CYCLOHEXANE 


132 




0.77 






C8H10O1 


2916 


CYCLOHEXANE 


325 




0.57 






C8H10O1 


2919 


N-HEPTANE 


310 




0.52 






C8H1001 


2920 


OCTANOL 


261 




2.36 


2.36 




C8H1001 


2921 


DIETHYL ETHER 


323 




2.53 


2.33 


A 


C8H1001 


2922 


CYCLOHEXANE 


132 




1.28 






C8H1001 


2923 


CYCLOHEXANE 


325 




0.93 






C8H1001 


2924 


N-HEPTANE 


310 




0.82 






C8H1001 


2925 


CYCLOHEXANE 


325 




0.20 






C8H1001 


2926 


N-HEPTANE 


310 




0.10 






C8H10Q1 


2927 


OCTANOL 


261 




2.35 


2.35 


m 


C8H1001 


2928 


CYCLOHEXANE 


132 




0.54 






C8H1001 


2929 


CYCLOHEXANE 


325 




0.27 






C8HI0Q1 


2930 


N-HEPTANE 


310 




0.21 






C8H1001 


2931 


OCTANOL 


255 




1.36 


1.36 


s 


caHiooi 


2932 


HEXANE 


372 




-0.39 






C8H1001 


2933 


OCTANOL 


10 




2.40 


2.40 


m 


C8H1001 


2934 


CYCLOHEXANE 


132 




0.43 






C8H10O1 


2935 


CYCLOHEXANE 


325 




0.36 






C8H1001 


2936 


CYCLOHEXANE 


132 




0.83 






C8H1001 


2937 


CYCLOHEXANE 


325 




0.68 






C8H10O1 


2938 


CYCLOHEXANE 


132 




0.44 






C8H10Q1 


2939 


CYCLOHEXANE 


325 




0.37 






C8H1001 


2940 


OILS 


324 


12 


1.79 


2.81 


A 


C8H1001 


2941 


OILS 


327 




1.62 


2.66 


A 


C8H1001 


2942 


BENZENE 


324 


45 


1.44 


2.78 


A 


C8H1001 


2943 


PARAFFINS 


327 




0.04 






C8H1001 


2944 


OCTANOL 


10 




1.60 


1.60 


B 


C8H1001 


2945 


OCTANOL 


10 




1.58 


1.58 




C8H10O1 


2946 


CYCLOHEXANE 


358 




2.77 






C8H10O1 


2947 


DIETHYL ETHER 


332 




1.65 


1.57 


A 


C8H1002 


2948 


OI-BUTYL ETHER 


332 




0.88 






C8H1002 


2949 


DI-I-PR. ETHER 


332 




1.39 


2.16 




C8H10O2 


2950 


CYCLOHEXANE 


358 




2.32 






C8H10O2 


2951 


OILS 


173 




2. IS 


3.14 


A 


C8H1002 


2952 


OILS 


224 




2.21 


3.20 


A 


C8H1002 


2953 


OCTANOL 


261 




1.81 


1.81 


* 


C8H1002 


2954 


OCTANOL 


10 




1.10 


1.10 


■ 


C8H1002 


2955 


OILS 


327 




1.26 


2.33 


A 


C8H1002 


2956 


PARAFFINS 


327 




0.71 






C8H1002 


2957 


OCTANOL 


56 




1.16 


1.16 


« 


C8H1002 


2958 


N-BUTYL ACETATE 


331 




1.21 


1.26 




C8H10O2 


29 59 


N-EUTYL ACETATE 


331 




1.64 


1.62 




C8H1002 


2960 


N-BUTYL ACETATE 


331 




1.94 


1.82 




C8H10O2 


2961 


DIETHYL ETHER 


323 




-0.20 


-0.06 


A 


C8H10O3 


2962 


DIETHYL ETHER 


323 




0.74 


0.76 


A 


C8H1003 


2963 


OILS 


327 




0.57 


1.69 


A 


C8H1003 


2964 


PARAFFINS 


327 




-0.36 






C8H1003 


2965 


BENZENE 


311 


6 


-0.01 






C8HU8103 


2966 


OCTANOL 


373 




-2.02 


-2.02 


■ 


C8H11CL1N201 


29 67 


DIETHYL ETHER 


46 




0.78 


1.54 


B 


C8H11N1 


29 68 


01 ETHYL ETHER 


374 




o.as 


1.61 


a 


C8H11N1 


2969 


XYLENE 


46 




1.39 


2.03 


B 


C8H11M 


2970 


OCTANOL 


10 




2.31 


2.31 


« 


C8H11N1 


2971 


OCTANOL 


309 




2.62 


2.62 


w 


C8H11N1 


2972 


CYCLOHEXANE 


337 




2.47 






C8H11N1 


2973 


N-HEPTANE 


310 




1.00 






C8H11N1 


2974 


CYCLOHEXANE 


337 




1.23 






C8H11N1 


2975 


XYLENE 


46 




1.18 


1.85 


B 


CSH11N1 


2976 


N-HEPTANE 


310 




1.10 






CSH11N1 


2977 


CYCLOHEXANE 


337 




1.22 






C8H11N1 






310 




1.12 






C9H11N1 


2979 


run DHF VAN F 


337 




1.35 






C8H11N1 


29 80 


m v lj epT AMF 

r»— rcr I ake 


310 




1.21 






C8H11N1 


2981 


XYLENE 






1.05 


1.70 


B 


C8H11N1 


29 82 


N— Htr TANt 


stl*n 




0. 95 






C8H11N1 


2983 


rvrt nucviuE 


337 










C8H11N1 


2984 


nf T AMfli 
Uf. 1 MflUL 


255 




1.41 


1.41 




C8H11N1 


2985 


CHCL3 




31 


1.32 


0.91 


Q 


C8H UN I 


2986 


N-HEPTANE 


396 


31 


-0.56 






C8H11NI 


2987 


OCTANOL 


312 




2.26 


2.26 




C8H11N1 


2988 


XYLENE 


73 




1.72 


2.36 


6 


C8H11N1 


2989 


TOLUENE 


73 




1.80 


1.95 


B 


C8HUN1 


2990 


OCTANOL 


9 




2.10 


2.10 




C8HUN1 


2991 


TOLUENE 


IBB 




1.43 


1.72 


B 


C8HUN1 


2992 


OCTANOL 


10 




1.56 


1.56 




C8HUN101 


2993 


OCTANOL 


80 




1.09 


1.09 


a 


C8H11N102 


2994 


OILS 


361 




0.16 


1.34 


A 


C8HUN102 


2995 


DIETHYL ETHER 


113 




1.11 


1.09 


A 


C8H11N102S1 


2996 


CHCL3 


113 




1.77 


2.28 


N 


C8H11N102S1 


2997 


DIETHYL ETHER 


113 




1. 16 


1.13 


A 


CSH11N1C2S1 


2998 


CHCL3 


113 




2.69 


3.11 


N 


C8H11N102S1 


2999 


OCTANOL 


227 




-2.14 


-2.14 




C8H11N306 


3000 


OCTANOL 


397 




0.74 


0.74 




C8HUN5 



NAME 



CAFFEINE 
CAFFEINE 
CAFFEINE 
CAFFEINE 
CAFFEINE 
CAFFEINE 
CAFFEINE 
CAFFEINE 
CAFFEINE 
CAFFIENE 

PURINE, 2, 6, 8-TR I-METHYLSULFONYL 
2, 3- DIM ETHYL PHENOL 

2. 3- DIMETHYLPHENOL 

2.4- DIMETHYLPHENOL 
2,4-DIMETHYLPHENOL 

2. 4- DIMETHYL PHENOL 

2. 5- DI METHYLPHENOL 

2, 5- DI M ETHYL PHENOL 

2. 5- DI METHYL PHENOL 

2. 6- DI METHYLPHENOL 
2, 6-D I METHYL PHENOL 
2, 6-DI METHYLPHENOL 
2, 6- DIM ETHYL PHENOL 
2, 6-DI METHYL PHENOL 

3. 4- DIMETHYLPHENDL 

3, 4-tDIHETHYL PHENOL 

3.5- DIMETHYLPHENOL 
3, 5-DI METHYLPHENOL 
3,5-DIMETHYLPHENOL 
3,5-DIHETHYLPHENOL 
ET HANOL , 2-P HEN YL 
ET HANOL, 2-PHENYL 
H-ETHYLPHENOL 

M- ETHYL PHENOL 

M-ETHYLPHENOL 

0- ETHYLPHENOL 

O-ETHYLPHENOL 

P-ET HYLPHENOL 

P-ETHYLPHENOL 

P-ET HYLPHENOL 

P-ET HYLPHENOL 

P-ETHYLPhENOL 

P-ET HYLPHENOL 

M- METHYL BENZYL ALCOHOL 

P-METHYL BENZYL ALCOHOL 

PHENETOLE 

BENZENE* 1,2-0 1 HYDROXY- 4- ETHYL 
BENZENE, 1* 2-D I HYDROXY, 4- ETHYL 
BENZENE, 1, 2-0IHYDR0XY, 4-ETHYL 
BENZENE, 1* 3-DIMETHOXY 
BENZENE, 1,4-DIMETHOXY 
BENZENE, 1,4-DIMETHOXY 
P-ETHOXYPHENOL 
P-METHOXYBENZYL ALCOHOL 

PHENOL, 2-METH0XY-4-MET HYL/P- METHYL GUA I AC OL/ 
PHENOL, 2-HETH0XY-4-METHYL/P-ME THYLGUAI ACOL/ 

2- PHENCXYETHANOL 
RESORC INOL , 4, 5-D IHETHYL 
RESORCINOL , 2, 4-D IMETHYL 
RESORC INOL, 2, 5-DIMETHYL 

BENZYL ALCOHOL ,4— HYDROXY, 3-METHOXY 
PHENOL , 2, 6-D1METH0XY 
PHENOL, 2, 6-DIMETH0XY 
PHENOL, 2,6-DIMETHOXY 
P-ETHOXYPHENYLBORON IC ACID 
Nl-ETHYLNICOTINAMIDE CHLORIOE 
BENZYL METHYL AMINE 
BENZYLMETHYL AMINE 
BENZYLM ETHYL AMINE 
N, N-DI METHYL ANIL INE 
N, N-D I METHYL ANIL INE 
N, N-DI METHYL AN IL INE 

2. 3- DIMETHYLANIL INE 
2* 4-DI METHYLANIL INE 
2, 4— DI METHYLAN IL INE 

2. 4- DI METHYLANIL INE 

2. 5- DIMETHYL ANIL INE 

2. 5— D1METHYLANIL INE 

2. 6— DIMETHYLANIL INE 
2, 6-DIMETHYLANIL INE 
3, 4— DIMETHYLANIL INE 

3.4— DIMETHYLANIL INE 

3. 5- DI METHYL ANIL INE 
ETHYL AH INE, 2-PHENYL 
ETHYLAMINE, 2-PHENYL 
ETHYLAMINE, 2-PHENYL 
N-ET HYLANIL INE 

PYRIDI NE, 2-HETHYL, 5-ET HYL 
PYRI DI NE, 2-METHYL , 5-ETHYL 
PYRIDINE, 4— PROPYL 

PYR!DINE,2.4,6-TRIHETHYL/C0LLIDIN/ 

3- DIMETHYL AM INOPHENOL 

0-I1-ETHYL-1-VINYL-2-PR0PYNYL) CARBAMATE 

HEXAHYDROPHTHALI MI DE 

BE NZ EN ESUL FON AH I OE , N- E THYL 

BE NZENESULFONAHIOE,N- ETHYL 

N, N-DI METHYL BENZENE SULFONAMIDE 

N, N-DI HETHYLBENZENE SULFONAMIDE 

6-AZAURIDINE (NCS 32074MPKA- 6.63) 

ADENINE, 9-PR0PYL 
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NO. 


SOLVENT 


REF 


FOOT 


LOOP 


LOGP 




cnriKlLAL 








NOTE 


SOLV 


OCT 




FORMULA 


3001 


OCTANQL 


341 


60 


0. 49 


0.49 




r qui Tin 

C8H12N2 


3002 


OCTANOL 


341 


60 


0. 76 


0.76 




^ fl,n Tin 

C8H1ZN2 


3003 


CHCL3 


322 




0- 88 


1. 36 


N 


LSniZNfiUiS 1 


3004 


OCTANOL 


56 




0* 81 


O. 81 


™ 


r BU 1 O Jul fl9C1 


3005 


OILS 


398 


44 




1. 52 




rum ju?n5^i 


3006 


OCT ANUL 


80 




0* 65 


0. 65 




f flU 1 0105(15 

Lonl^N^U i 


30 C7 


DIETHYL EThER 


1 13 


16 


0*63 


O. 67 


A 




3008 


CHCL3 


399 


1 


— O. 14 


0*49 




r qui ouini 


3009 


CHCL3 


113 




-0.07 


0.54 


N 


LSnllNtUj 


3010 


CKCL3 


254 




—0*15 


0.45 


N 


GsHlZNZUd 


3011 


CHCL3 


33B 


44 


0*45 


1.03 


N 


caul jyjni 
ton 1* N<cUa 


30 12 


OILS 


82 




— 0. 72 


O. 54 


A 

A 


ram owjn? 
Loni tncui 


3013 


OILS 


345 




-0. 67 


0. 58 


A 


f au 1 ouonl 

LonllNlUj 


30 14 


OILS 


398 


44 


— Oa 58 


0.68 


A 




30 IS 


OILS 


296 


12 


-1.22 


0.08 


A 




3016 


OILS 


168 




—0. 57 


0. 69 


A 


r au i o ui fin 
Lonl£ftfU3 


3017 


OILS 


290 




— 0.96 


0. 32 


A 




3018 


BENZENE 


399 


1 


-0.77 


0. 62 


A 


LonlZNZUJ 


3019 


BENZENE 


338 


44 


— 1. 85 






foul OMinO 

Loni c titus 


3020 


I— PENT* ACETATE 


399 


1 


0.58 


0.43 




f aui )u^m 


3021 


CCL4 


399 


1 


••1*46 


0. 62 


A 


caul ouo no 


3022 


LI UCATIUC 

N— nfcrl AN c 


338 


44 


"2* 15 






r au i in! no 
Loni irlt Ui 


3023 


OLEVL ALCOHOL 


82 




0* 14 


O. 70 




f au nui no 


3024 


50TETHER*50SDMF 


125 




—0. 10 


0. 55 




f au i iui no 


3025 


OCTANOL 


80 




1*73 


1. 73 


™ 


/QUI -JA1 

C8H1201 


3026 


OIETHVL ETHER 


1 12 




0.29 


0. 37 


A 


CBH12 02 


3027 


CHCL3 


112 




0* 76 


1. 30 




f au l o no 
L on it UZ 


3028 


OILS 


347 




1.42 


2. 48 


A 


^aui o n i 


3029 


OCTANOL 


298 




3. 99 


3. 99 


* 


/•oul 1CI 1 

LoHLZi 1 1 


3030 


N-HEPTANE 


400 


14 


— 1. 15 






Con J.3N1U2 


3031 


OCTANOL 


348 




-0.04 


—0. 04 




/-qui n i 

C8H13N1Q2 


3032 


OCTANQL 


218 




1.52 


1. 52 


* 


roui aui no c i 


3033 


OCTANQL 


134 




I .52 


1. 52 




Con L*f N4ula 1 


3034 


OCTANOL 


134 




1. 39 


1.39 


™ 


>aul x in/it t 

C8H14N401S1 


3035 


OCTANOL 


134 




1. 70 


1. 70 


m 


Lon l*»N4 U li> 1 


3036 


CHCL3 


285 




2.97 


4.20 


A 


C8H1402 


30 37 


OCTANOL 


255 




0.55 


0. 55 


m 


C8H1403 


3038 


OIETHVL EThER 


212 




0.67 


0.70 


A 


C8H1404 


3039 


DIETHYL ETHER 


194 




0.47 


0. 54 


A 


C8H1404 


3040 


N-8UTANOL 


194 




0. 92 


0. 60 




C8H1404 


3041 


ETHYL ACETATE 


194 




0. 70 


0.70 




C8H1404 


3042 


CYCLOHEXANONE 


194 




0.85 






C8H1404 


3043 


2-BUTANONE 


194 




0.66 


0. 72 




/* D U 1 A OA 


3044 


ME- I~BU T • KETONE 


194 




0. 68 


0. 74 




/■QUI A f\>. 


3045 


OCTANOL 


56 




-0.29 


-0. 29 


™ 


C8H1406 


3046 


DI ETHYL EThER 


3 




—0. 19 


—0.05 


A 


f QUI AHA 

Lon HUo 


3047 


DI ETHYL ETHER 


401 




-0.35 


-0. 19 


A 


C8H1406 


3048 


I-OCTANOL 


353 




- 1 . 38 






C8H15KL02 


3049 


OCTANDL 


260 




0.67 


0.67 


■ 


C8H15N101 


30 50 


01 ETHYL EThER 


3 




-1.28 


-0. 28 


B 


C8H15N101 


305 I 


t di it khini 
I "BUT AN UL 


4 




0. 49 


0.21 




LOn 15N lu I 




CHCL3 


67 




—0. 77 






Lon is n i u j 


30 5 3 


CHCL3 


67 




— 0. 84 






/"aui cui no 


3054 


CHCL3 


67 




-0. 70 






roui cui no 
LanloNl us 


30 55 


UL 1 ANUL 


260 




1 . 44 


1 . 44 




LonlSNlo l 


3056 


r\r T A him 
UL 1 ANUL 


227 




—1 * 45 


-1.45 




TQM 1 Klilin? 


30 57 


1— UL 1 ANUL 


353 




- 1 . 38 






f tuicuti no 
Lon 15 (HA XUc 


3058 


r ARArr IN5 


241 




-0. 57 






CBH16N2 S I 


30 59 


N-ncr IAN t 


139 


3 1 


0. 63 






rflui a no 
LonloUl 


3060 


CHCL3 


402 


46 


-0.92 






CBH17CL2N102 


306 L 


Drill CklC 


402 


46 


— 1* 77 






c au i if i ouino 


3062 


( OllTAlini 

1 — UU I ANUL 






1. 99 


2.29 




c au t7Mi 
Loni f Nl 


304 3 


XYLENE 


46 




1. 95 


2.61 


B 


r QUI 7 11 1 

C8H17N1 


3064 


n t- t a iini 
UL 1 ANUL 


2 IB 




1.81 


1 • 81 


™ 


r GUI 7 Ml n 1 r 1 

C8H17N1Q1S1 


3065 


OILS 


271 




1* 79 


I. 92 


B 


CBHISF103P1 


3066 


CCL 4 


271 




2.01 


1 ■ 77 


8> 


raw loctmai 


3067 


fl tCTUVI CTLCB 

U I t J HTL ClrtK 


378 


44 


— 1.00 


0. 06 


B 


r au 1 a uo no 
Lon loNZUl 


3068 


nr t Aunt 
UL T ANUL 


5 




3*15 


3.15 


a 


raui ant 
Lon ioU L 


3069 


OILS 


201 




1. 77 


2. 80 


A 


C8H1801 


3070 


n T ciuyi ctl co 
Ul tTniL eTrcR 


2 




0. 04 


0.15 


A 


C8H 1803 


3071 


OILS 


2 




—0.92 


0.40 


A 


C8HIB03 


3Q72 


OILS 


173 




0.72 


1.04 


8 


C8H1804S2 


3073 


OILS 


168 




0.66 


0.98 


B 


CBH1S04S2 


3074 


OILS 


214 




0.65 


0.97 


B 


C8H1804S2 


3075 


DIETHYL EThER 


3 




-2.62 


-2.18 


A 


CBK1805 


3076 


I— BUT AN 0L 


4 




-0.62 


-1.38 




CBH1S0S 


3077 


DIETHYL ETHER 


3 




2.52 


3.04 


B 


C8H19N1 


3078 


I-BUTANOL 


4 




2.38 


2.84 




C8H19N1 


3079 


OCTANOL 


218 




2.68 


2.68 


m 


C8H19N1 


3080 


I-BUTANOL 


4 




2.35 


2.90 




C8H19N1 


3061 


CCL4 


135 




2.63 


2.33 


B 


C8H19Q2P1S2 


3082 


I-PENT. ACETATE 


135 




2*23 


2.13 




C8H1902P1S2 


3083 


CCL4 


135 




2.52 


2.26 


B 


C8H1902P1S2 


3084 


ME- I— BUT. KETONE 


135 




2.54 


2.27 




C8H1902PIS2 


3065 


OCTANOL 


56 




2.03 


2.03 


3 


C8H1902S2 


3086 


OI-BUTYL ETHER 


236 


17 


1.04 






CSH1904P1 


3087 


CHCL3 


50 




0.24 


1.44 


A 


C8H1904P1 


3088 


CHCL3 


403 




0.34 


1.53 


A 


C8H1904P1 


30 89 


BENZENE 


50 




-0.42 






CSH1904P1 


3090 


BENZENE 


404 




-0.42 


1.00 


A 


C8H1904PI 


3091 


TOLUENE 


404 




-0.70 


0.94 


A 


C8H1904P1 


3092 


NITROBENZENE 


50 




-0.14 






C8H1904P1 


3093 


CCL4 


50 




-1.44 


0.63 


A 


C6H1904P1 


3034 


DI-BUTYL ETHER 


50 




-0.14 






C8H1904P1 


3095 


OI-BUTYL ETHER 


236 


17 


1.18 






C8H1904P1 


3096 


DI-I-PR. ETHER 


50 




0.52 


1.15 




C8H1904P1 


3097 


HEXANE 


50 




-2.34 






C8H1904P1 


3098 


ME-I-8UT. KETONE 


50 




1.36 


1.19 




C8H1904P1 


3099 


S-PENTANOLS 


2 74 




2.21 






C8H1904P1 


3100 


PARAFFINS 


50 




-1.96 






C8H1904P1 



NAME 



N, N-DI METHYL-3-P YR I 0YL M E TH YL AH I NE 
N-ETHYI-3-PYRI DYLH ETHYLAH I NE 
2-METH 10- 4— HYDRO XYTRIM ETHYLENE PYRI MIDI NE 
PHENETHYL SULFAH1DE 

2- THI0-5t 3-D I ETHYL BARBITURIC AC ID/THI0BAR8I TAL/ 
5» 5-01 ETHYL8ARBITURIC AC ID /BARB I TAL/ VERONAL/ 

5t 5— DI ETHYL BARBITURIC AC ID/BARB I TAL /VERONAL/ 
5 1 5*01 ETHYL BARBITURIC ACID/BARB I TAL/ VERONAL/ 
5t 5-DI ETHYLBARBITUR1C AC ID /BARB I TAL/ VERONAL/ 
5t 5— 01 ETHYLBARBITURIC AC ID /BARB I TAL/ VERONAL/ 
5 1 5-01 ETHYL BARBITURIC AC ID/BARB I TAL /VERONAL/ 
5 1 5—01 ETHYLBARBITUR IC AC ID/BARB I TAL/ VERONAL/ 
5. 5-01 ETHYLBARBITURIC AC ID/BARB I TAL/ VERONAL/ 
5t 5-01 ETHYLBARBITURIC AC ID/BARB I TAL /VERONAL/ 
5i 5-01 ETHYLBARBITURIC AC I0/B ARB I TAL/ VERONAL/ 
5, 5-DI ETHYLBARBITURIC AC I0/BARB I TAL /VERONAL/ 
5. 5-DI ETHYLBARBITURIC ACID/BARB ITAL/VER0NAL/ 
5i 5-DI ETHYLBARBITUR IC ACI0/BARB I TAL/VER0NAL/ 
5t 5-DI ETHYLBARBITURIC AC ID/BARB I TAL/ VERONAL/ 
5. 5-DI ETHYL BARBITURIC ACID/BARB I TAL/ VERONAL/ 
St 5-01 ETHYLBARBITURIC ACID/BARB I TAL/ VERONAL/ 
5i 5-01 ETHYLBARBITURIC AC ID/BAR 8 1 TAL/ VERONAL/ 
5, 5-DI ETHYLBARBITURIC AC ID/BARBI TAL/VER0NAL/ 
5i 5-DI ETHYLBARBITURIC AC ID/BARBITAL/VERONAL/ 
CYCLDHEXANOLi 1-ETHYNYL 

CYCLOHEXANE-Ii 3-DI0NE* 5t 5-DI METHYL/DIMEDON/ 

CYCL0HEXANE-l,3-DI0NEi5.5-DIMETHYL/0IHED0N/ 

S0RBIC ACI Dt ETHYL ESTER 

SILANE. DIM ETHYL- PHENYL 

AREC0LIN 

N-PR0P I0NYLCYCL0BUTANECARB0XAMIOE 
3, 5-THI0M0RPH0L INEDI0NE, 2. 2-DIETHYL 

3- ETHYLTHI0-4-AMIN0-6-I-PR-l,2,4-TRIAZINE-5-0NE 
3-HETHI0-4-AMIN0-6-I-BU-1.2.4-TRIAZINE-5-0NE 
3-HETHI0-4-AMINO-6-T-BU-1.2.4-TRIA2INE-5-ONE 
6-METHYL-2i 4-HEPTANEDI0NE/I-VALERYLACET0NE/ 
HEPTAN0IC ACIDi 6-KETO METHYL ESTER 

SUBERIC ACID 
SUBERIC ACID 
SUBERIC ACID 
SUBERIC ACID 
SUBERIC ACID 
SUBERIC ACID 
SUBERIC ACID 

TARTARIC ACIOt DI ETHYL ESTER 

TARTARIC AC IDt DIETHYL ESTER 

TARTARIC ACID, DIETHYL ESTER 

POTASSIUM 0CTAN0ATE 

2-AZACYCL0N0NAN0NE 

TR0PINE 

TROPINE 

0- IS0LEUC IN Er ACETYL 
D-LEUCINEt ACETYL 
N0RL EUCINE. ACETYL 
2-AZACYCL0N0NANTHI0NE 
STREPTOJOTOCIN CNCS 859981 
S00IUM OCTANOATE 

N-AMYL ETHYL ENETHI0UREA 
OCTANOIC ACID 

01- I-PR0PYLAMM0N IUM-DI CHL0R0AC ETATE 
DI-I-PROPYLAMMONIUM-DI CHL0R0ACETATE 

2- PR0PYLPIPER1DINE/C0NIINE/ 
2-PR0PYLPIPERIDINE/C0NIINE/ 

PROP 10NAMI DEf 2-BUTYLTHI0- 2- METHYL 
01 BUTYL FLU0R0P HO SPHATE 
01 BUTYLFLUOR0PHOSPHATE 

N-METHYLCARBAMIC ACID, DIETHYLAM IN0E THYL ESTER 

OCTANOL 

OCTANOL 

DI ETHYLENE GLYCOL, MONO BUTYL ETHER 

01 ETHYLENE GLYCOL, MONO BUTYL ETHER 

2, 2-BIS1 ETHYLSULFONYL 1 BUTANE/TR 10NAL/ 

2, 2- BIS ( ETHYLS UL F0NYL 1 BUTANE/TRIONAL/ 

2, 2-BIS1 ETHYLSULFONYL IBUTANE/TRIONAL/ 

TETRAETHYLENE GLYCOL 

TETRAETHYLENE GLYCOL 

0I-I-BUTYL AMINE 

DI-I -BUTYL AMINE 

0IBUTYLAMINE 

0CTYLAMINE 

PHOSPHORODITHIOTIC ACID,Di-I-BUTYL 

PH0SPHOR00ITHI0TIC ACI D, DI-N-BUTYL 

PHOSPHORODITHIOTIC ACI D, DI-N-BUTYL 

PHOSPHORODITHIOTIC ACID.OI-N-BUTYL 

ETHYLPH0SPH0NATE,O-ET-S-(2-ET-THIOETHYL) 

OI-I-BUTYL PHOSPHATE 

DI BUTYL PHOSPHATE 

01 BUTYL PHOSPHATE 

01 BUTYL PHOSPHATE 

01 BUTYL PHOSPHATE 

01 BUTYL PHOSPHATE 

01 BUTYL PHOSPHATE 

DI BUTYL PHOSPHATE 

01 BUTYL PHOSPHATE 

01 BUTYL PHOSPHATE 

DI BUTYL PHOSPHATE 

01 BUTYL PHOSPHATE 

DI BUTYL PHOSPHATE 

01 BUTYL PHOSPHATE 

01 BUTYL PHOSPHATE 
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NO. 


SOLVENT 


REF 


FOOT 


LOGP 


LOQP 




EMPIRICAL 


NAME 








NOTE 


SOLV 


OCT 




FORMULA 




3101 


PARAFFINS 


404 




—1*96 






CBH19G4P1 


nt QiiTui nunc buitc 
01 BUI TL rnU5PMATt 


3102 


DIETHYL ETHER 


236 


17 


1*62 






r- a Li \ ft i. m 

LBH1904 r 1 


UtTTL PnUarHAI c 


3103 


HE- 1— BUT. K ETON E 


236 


17 


1*45 


1*28 




C8H1904P1 


UtTYL rHUirHAT c 


3104 


CHCL3 


405 


46 


—2 • 52 






UonluuLlnl 


TCTD ACT UVI AUUOU 11 111 i*ui no t n C 


3105 


QCTANOL 


297 


46 


-2 * 82 


—2a 82 






tctd ictuvi AUUrtftjtitu mm nc 


3106 


li r t no d c ii ten £ 
NI TROBcNicN. e 


92 


46 


— 1* 65 






f a Li in T 1 Ul 

Loniu I INI 


rcTo ictuvi Auunkjiiiu inntnc 
1 ClKAC 1 nTUAHnUn lUrt 1UL/ 1UC 


31C7 


I -BUTANUL 


1 84 




~1 • 14 






f Q Li 1 1 Ul nc 


I cin ac I n An uu An nun i un n r unu aj uc 


3108 


OC TANOL 


235 




2 a 85 


2* 85 




rnuz f i lul n^Cl 


li_ it n t ut no nucTuvi TutntouTun imt nc /e nt ocT/cwii tan/ 


3109 


OL EYL ALCOHOL 


406 




3a 13 


3.70 




rouAf i i d i n ~J c 1 


n ikillici niurni hal in i uc / r nAL. i An/ 


*i J? 


fvn nucviiuc 
tilLUncXAN t 


379 


19 


— 1 • 15 






L9rt*)>r.3W3 


5— t r t ci i menu cr uvi — "i— rv &md*rfm7 i M?nA7ni f 


31 11 


CHCL3 




14 


la 58 






V7n9bul 1 I N 1 Ul 


a— a i iMni Tuni . <s— rm nun— 7— moo 


31 12 


H E X AN E 


299 




?" f a 






i* *t n ? Kt l -L nt 


CA RBON YL CYAN IDE* M-CHLQRQ— P HEN YLHYDRAZ0NE 


3113 


i— w /- 1 nucviilC 


379 


19 


1*18 






routri o ci u-5 
LtH !)LL£ r5 n£ 




31 14 


CYCLQHEXANE 


379 


19 








tirlOLLlrJNt 




3115 


f"l 1" T A Lift 1 

UC I ANUL 


216 




*■ Lz 


2* 73 




L iHol LI n 1 


a-~tmi npnuiiTMni imp 


31 16 


OCT ANOL 


268 




2a 33 


2« 33 


* 




o.rui nonmiTMni tub 

B— LnLUKUUU InUL INC 


31 17 


CHCL3 


4-07 


14 


1 • 12 






(*AUif 1 t U t rtl 

L u noLL INI Ul 


o— f*vituni Tuni c_r ui nun 


31 18 


QCTANOL 


302 




1 a 56 


la 56 




LVnoC LI N 1 U J 


au cunwvircT ii* i/> in. a_r v a wn-A-r ui no n 
rn tnU* T ALc 1 1U AL 1 Ut 3 t> TAPtU— *> l« nLUKU 


3119 


OCTANE 


408 




2a 63 






C9H6N1S1 


wU INQL I Net 5-BRunUi 8*MtKUAr IU 


3120 


QCTANOL 


216 




la 86 


la 86 




^nuLft(in , 3 


c ftjTTDnnitTMni tlic 
5— Nl 1 KUUU InUL INt 


3121 


QCTANOL 


216 




la 84 


la 84 


* 


C9H6NZQZ 


i_llITDnnll1Mni TJdC 

6" Nl 1 KUUUliHUL Int 


3122 


QCTANOL 


216 




1> 82 


la 82 






t_>u i td nni it wni imp 

f— Ni IKUUUlnUL INC 


3123 


QCTANOL 


216 




la 40 


1.40 




C9H6NZUZ 


O-Nl 1 KUUUlnUL INt 


3124 


HEXANE 


299 




0.21 






C9H6N4 


rinorniui rvm t nc qucuvi uvhda 7DAJC 


3125 


QCTANQL 


2ia 




1*39 


1,39 




C9H602 


r ni i fti A a T u 

CQUNARIN 


3126 


CYCLQHEXANE 


304 




0.48 






C9H602 


COUMAR IN 


3127 


OILS 


173 




1.21 


1.42 


B 


C9H602 


COUMAR IN 


3128 


QCTANQL 


216 




0.61 


0,61 




C9H602 


It 3-IN0ANDI0NE 


3129 


QCTANOL 


409 




Oa 36 


0.36 


* 


C9H6Q2 


It 3-IN0ANEOIONE 


3130 


CYCLOHEXANE 


304 




-0-12 






C9H6Q2 


It 3-INCANEDIQNE 


3131 


01 ETHYL ETrER 


3 




la 04 


1*03 


A 


C9H606 


bc ui CMP 1 1. R»TD ICAOftn^VI Tf Ai* 1 n 
Ot Nt CNt| l» 1 K1L AK.DU ATL 1 1» Al, 1 U 


3132 


T O 1 IT A fti ni 

1-oU 1 ANUL 


4 






1 a 57 




C9H6Q6 


ftFN7FNP-1."i. *1-Tft If AR BOXYL I C AC I O 

DCllliCIf Cf 1| J| 7*1 A IUHI\DUA1L1U ML^ftW 


3133 


LTLLUn t AAN t 


141 




2*46 






U 7 n 1 lj l_ X Pi £ u*t 


STYRENEt 2-CHLQRQf 5-N I TRO tB— N I TRQ tB-METHYL 


3 134 


nr t a urn 

Ut 1 ANUL 






1 a 07 


1 . 07 




\* Tn • U ft- * Li J 


PHEN0XVACET IC AC IDt3-CARBQXY-4-CHL0RO 


? J?? 


rvri aucvanc 
L YLLUrtC AArlC 


?ai 




3.36 






fqu7f 1 7 ni n? 

Uvfl (bLLnlUC 


ST YRENEt3t 4-DlCHL0R0t B-N I TRO tB-METHYL 


3136 


CYCLOHEXANE 


141 










rau7i*i 2Uin? 
LVtl iLLtnlUi: 


ctvbfnp.?. a— n i cm nun. r— to itro.b— mfthvi 

O • IAul1Lf£| O UALjnLUnwt D 11 I 1 Ml 1 U nLlnlL 


3137 


CYCLQHEXANE 


141 




3.61 








CTVOPUP. 5. n t r ui nun. ft— NT Tfln «R— MFTWVl 


3138 


CYCLOHEXANE 


379 


19 


-Ca48 






C9H7r3NZ 


2— TK 1 P LUUKUflfc— 5— Pit 1 tlTLOCNi In LUAiULC 


3139 


QCTANOL 


10 




2.62 


2. 62 




L9H7P iUZ 


u—to tci i in on u ctuvi ducmvi atct ir at in 


3140 


OCTAN0L 


10 




2« 36 


2. 36 


* 


C9H7r3UJ 


u.TDICi i inODM CTHVI D uCun v v AT F T TT ATI ft 
n — 1 K 1 P LUUKUP1 1 1 PITL r nCNU A T At« C 1 lu AllU 


3141 


CYCLOHEXANONE 


302 




3. 42 






C9H7F3Q3 


u rnici nnonucT uvi AucunvvArcTir iri n 
M— 1 K IrLUUKUncl niLrncNL) at AL 1 1 IU AU1U 


3142 


CYCLOHEXANOL 


302 




2.72 






L9H7r3U3 


u-tdici iinonucTuvi oucunwArCTrf Ann 
n I K 1 r L.UUKUMC I HTLr ntfiU at*L t 1 AL i U 


3143 


OC TANOL 


10 




2a 86 


2 a 86 




C9H7F303S1 


u Tbtci iinonucTuvi t u t no ucun y v at e tip at m 

n l K 1 P LUUKUH C 1 PTL 1 n I Ur MtNU A T AU C 1 iU AU 1 U 


3144 


QCTANQL 


10 




2*48 


2.48 




L9n irju* 


u.td i c i unRfiMFTunxvp HFwn xvAf FT [ r Af I D 

pi— | nlrLUUnUnC 1 rHi Al rncnuA I a* t ■ al* iu 


3145 


OCTANOL 


10 




2* 19 


2a 1 9 




C9H7F305S1 


M~ 1 R JP LUUKUH 1 1 rlTLiULPUNTLKntNUATAUcllU AU1U 


3146 


CYCLOHEXANE 


141 




1*53 






C9H7NI 


P r MM AUHMTTQ T1 P 
U 1 NN AnUNl 1 K 1L t 


3147 


OCTANOL 


255 




2.03 


2.03 




C9H7NI 


flU INQL INE 


3148 


OCTANOL 


309 




2.06 


2.06 




C9H7N1 


QU INQL I NE 


3149 


CYCLOHEXANE 


280 




1.26 






C9H7NL 


0U JN0L INE 


3150 


XYLENE 


46 




1.14 


1*81 


B 


C9H7N1 


0U IN0L I NE 


3151 


OCTANOL 


186 




2. 08 


2.08 


* 


C9H7N1 


t i-y 1 1 uni r mf 

1— WU 1 NUL l nc 


3152 


CYCLOHEXANE 


280 




I. 1 1 






C9H7N1 


r_ ni 1 T MHI IMF 
I — UU 1 NUL 1 n c 


3153 


OCTANOL 


65 




1.26 


1.26 




r au7ui n i 
L-tH « nl U i 


7— Oil 1 Mfil [ Mill 

t. V^j AlluU A H Li L 


3154 


QCTANOL 


410 




1. 96 


1.96 




r out Mini 


r— ot 1 1 n ni TN.ni 


31 55 


n*" t ft ftim 

OCTANQL 


349 






t* sic 






8-QU IN0L IN0L 


3156 


CHCL 3 


411 




2.60 


la 90 


g 




8-OUINOL INOL 


3157 


CHCL3 


412 




2a 64 


2 a 06 


B 


LtH / n l u i 


A-Dtllfjni INOI 

O WW IHUL AI1UL 


3158 


N-flUTANOL 


410 




la 6T 


1* 81 




t7n / N IU 1 


R- OtJlNOLINQI 


3159 


TOLUENE 


410 




2.21 


2.26 






8-QU1N0LINOL 


3160 


PRIM. PENTANOLS 


410 




1. 79 


1. 96 




1 9r1 f Nl Ul 


A— QIITNni TNOI 


3161 


I-PENT. ACETATE 


410 




2a 24 


2.14 




LVH I nlU I 


a— ni t wni tmhi 

O UU 1 NUL 1WJL 


3162 


CCL4 


412 




2*06 


1. 89 


B 




O UU 1 >1UL IHWL 


3163 


M E- J-BU 7 • K E TON E 


410 




2a 13 


1 • 90 






A- Oil INOI INOI 

O Ww I'lUU iltV/t 


3164 


□-D1CL. BENZENE 


410 




2. 48 






m u T u 1 rtl 


r— miifjni thini 
o — yu inuL inuu 


3165 


QCTANOL 


10 




1.18 


1.16 




LtM f 111 U£ 


H-fYANQPHENYL PHENYL ACET IC AC 10 
n ui AnurntiiiLrncniLnuc i aw wuau 


3166 


CYCLQHEXANE 


304 




0. 67 






Q9H7N102 


OUTUAI IHTnP M— MFTHYI 

rnl n AU i n i uc t n— nc i nit 


3167 


OCTANOL 


10 




Ca93 


0.93 




C9H7N103 


nu cimv w A (* c T r r inn t.CVAUn 
PHcNUXYAUtl IU AL 10 t 4—1. TANU 


3168 


OCTANOL 


10 




0.95 


0,95 


■ 


C9H7N1Q3 


nurnnv \/ A rcT t r- xr m l.rvAAin 
PHcNUX « AUC lit At lUt J-LTANU 


3169 


CYCLOHEXANE 


141 




1.41 






C9H7NIQ4 


i-rvoCiie * i. ninvVUCTUVI CMC Q_M T TDD 

ST YRcN Ct 3t 4-0 [UATnt 1 MTL tNt tU— Nl 1 KU 


3170 


CHCL3 


413 




2.51 


1.94 


B 


C9H7N1SI 


8-QUIN0LINETHI0L 


3171 


BENZENE 


413 




2.20 


2.08 


a 


C9H7N1S1 


8-CUlNOL INETHIQL 


3172 


CCL4 


413 




1.91 


1.76 


B 


C9H7N1S1 


8-QU INOL INETHIOL 


3113 


OCTANE 


413 




1.02 






C9H7N1SI 


8-QU INOL INETHIQL 


3174 


OCTANOL 


2 83 




2*92 


2.92 


* 


C9H8 


INDENE 


3175 


CYCLOHEXANE 


141 




3.01 






C9H86R1N1Q2 


STYRENEt 2-BR0MQt B-N I TRO t B- METHYL 


3176 


CYCLOHEXANE 


141 




3.05 






C9H8BR1N102 


ST YRENEt 3-8R0MQt B-NITROt B-METHYL 


3177 


CYCLOHEXANE . 


141 




2.63 






C9H8CL1N102 


STYRENEt 3-CHL0R0? B-N I TRO tB-METHYL 


3178 


CYCLQHEXANE 


141 




2.97 






C9H8CL1N1Q2 


STYRENEt 4-CHLOROt B-N ITRO t B-HETHYL 


3179 


CYCLOHEXANE 


141 




3.31 






C9H8CL1N102 


ST YR EN Et 2-CHL0R0t8-N I TRO f B-METHYL 


3180 


OCTANOL 


235 




2.35 


2.35 


■ 


C9H8CL3N102S1 


CAPT AN 


3181 


0LEYL ALCOHOL 


406 




2.15 


2.72 




C9H8CL3N102S1 


N-tTRICLHETHIO l-T ETRAHY0RQPHTHAL1M I DE/CAPT AN/ 


3182 


OLEYL ALCOHOL 


406 




1.65 


2.22 




C9H8CL3N1Q3S1 


N-TRICHLMETHlQ-3 1 6-ENDQXOHEXAHYDROPHTHAL I MI DE 


3183 


OLEYL ALCOHOL 


406 




0.85 


1.42 




C9H8CL3N10351 


N— TR ICLMETHI0-4t 5-EPOX YHEXAHYDROPHTHAL I HIDE 


3184 


CYCLOHEXANE 


141 




2.47 






C9H8F1N102 


ST YRENEt 4-FLUOROt B-N I TRO. B-METHYL 


3185 


CYCLOHEXANE 


141 




2.57 






C9HBF1N1D2 


STYRENEt 3-FLU0R0.B-N1 TRO, B-METHYL 


3186 


CYCLOHEXANE 


141 




2.67 






C9H8F 1N102 


STYReNci 2—pLuORU i B—ntl l ku tB—ncinrL 


3187 


QCTANOL 


384 




2.37 


2.37 




C9H8F3N102 


N-METHYL-3-TRIFLU0R0ME THYLPH£NYLCAR8AMATE 


3188 


OILS 


382 


24 


3.99 


4.82 


A 


C9H8I203 


BENZOIC ACID,4-0Bi 3i5-OI-laOO t 6THVL ESTER 


3189 


OILS 


3 82 


24 


2.30 


3.28 


A 


C9H8I204 


BENZOIC ACID.3,5-DI-IOOO,4-OH,B-HYOROXYETHYL ESTER 


3190 


QCTANOL 


216 




1.16 


1.16 


* 


C9H8N2 


S-ANINOaUINOLINE 


3191 


OCTANQL 


216 




1.79 


1.79 




C9H8N2 


8-ANIN00UIN0LINE 


3192 


HEXA0ECANE 


314 




-1.78 






C9H8N2 


O-PHENYLENEDIAMINE 


3193 


0ECANE 


314 




-1.78 






C9H8N2 


0-PHENYLENEOIAHINE 


3194 


CYCLOHEXANE 


280 




1.28 






C9H8N2 


0U INOL INE, 3- AMINO 


3195 


OCTANOL 


384 




1.11 


1.11 




C9H8N202 


N-HETHYL-2-CYAN0PHENYL CARBAMATE 


3196 


OCTANOL 


384 




0.97 


0.97 




C9H8N202 


N-METHYL-3-CYAN0PHENYLCARBAHATB 


3L97 


QCTANOL 


384 




0.95 


0.95 




C9H8N202 


N-HETHYL-*-CYANOPHENYLCARBAHATE 


3198 


OCTANOL 


216 




0. 36 


0.36 




C9H8N2Q2S1 


S-SULF0NAMID0QUIN0LINE 


3199 


CYCLOHEXANE 


141 




1.52 






C9HBN204 


ST YRENEt2-N ITROi B-N 1 TRO » B-METHYL 


3200 


CYCLOHEXANE 


141 




1.59 






C9HBN2Q4 


STYRENE t 4-NITR0. S- N I TRO » B-METHYL 
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NO. 


SOLVENT 


REF 


FOOT 


LOGP 


LOGP 




EMPIRICAL 




NOTE 


SOLV 


OCT 




FORMULA 


3201 


CYCLOHEXANE 


141 




1.62 






C9H8N204 


3202 


OCTANOL 


238 




1.88 


1.88 




C9H801 


3203 


CYCLOHEXANE 


304 




0.96 






C9H801 


3204 


OCTANOL 


218 




2.13 


2.13 


" 


C9H802 


3205 


CHCL3 


149 




1.20 


2.31 


A 


C9H802 


3206 


CHCL3 


29 


12 


1.97 


3.01 


A 


C9HS02 


32C7 


XYLENE 


46 




0.15 


1.97 


A 


C9H802 


3208 


TOLUENE 


29 


12 


1.60 


2.98 


A 


C9H802 


3209 


ME- I-BUT. KETONE 


149 




2.33 


2.08 




C9H802 


3210 


OCTANOL 


268 




3.25 


3.25 


- 


C9H802S1 


3211 


OCTANOL 


186 




1.23 


1.23 


x 


C9H804 


3212 


OCTANOL 


218 




1.19 


1.19 


.- 


C9H804 


3213 


DIETHYL ETHER 


46 




1.15 


1.13 


A 


C9H804 


3214 


CHCL3 


29 




0.26 


1.45 


A 


C9H804 


3215 


CHCL3 


2 54 




0. 30 


1.46 


A 


C9H804 


3216 


XYLENE 


46 




-0.57 


1.16 


A 


C9H804 


3217 


TOLUENE 


29 




-0.49 


1.12 


A 


C9H804 


3218 


N-HEPTANE 


254 




-1.52 






C9H804 


3219 


OCTANOL 


10 




1. 14 


I. 14 


* 


C9H804 


3220 


DIETHYL ETHER 


414 




0.40 


0.46 


A 


C9H804 


3221 


OCTANOL 


10 




1.83 


1.83 


■ 


C9H804 


3222 


OCTANOL 


10 




1.11 


1.11 




C9H805 


3223 


CYCLOHEXANOL 


302 




1.75 






C9H805 


3224 


OCTANOL 


255 




1.72 


1.72 


* 


C9H9N1 


3225 


OCTANOL 


302 




1.66 


1.66 




C9H9N1 


3226 


OCTANOL 


309 




2.60 


2.60 


■ 


C9H9N1 


3227 


OCTANOL 


309 




2.68 


2.68 


■ 


C9H9N1 


3228 


CYCLOHEXANE 


304 




-2.21 






C9H9N101 


3229 


OCTANOL 


141 




2.52 


2.52 




C9H9N102 


3230 


CYCLOHEXANE 


141 




2.69 






C9H9N102 


3231 


OCTANOL 


141 


26 


2.28 


2.28 




C9H9N102 


3232 


CYCLOHEXANE 


141 




2.40 






C9H9N102 


3233 


CYCLOHEXANE 


141 




2.42 






C9H9N102 


3234 


OCTANOL 


56 




1.88 


1.88 




C9H9N103 


3235 


01 ETHYL ETHER 


3 




-0.41 


-0.25 


A 


C9H9N103 


3236 


DIETHYL ETHER 


46 




-0.22 


-0.07 


A 


C9H9N103 


3237 


OCTANOL 


141 




2.30 


2.30 




C9H9N103 


3238 


CYCLOHEXANE 


141 




1.73 






C9H9N103 


3239 


CYCLOHEXANE 


141 




1.89 






C9H9N103 


3240 


CYCLOHEXANE 


141 




2.15 






C9H9N103 


3241 


OCTANOL 


141 




1.88 


1.88 


* 


C9H9N104 


3242 


CYCLOHEXANE 


141 




0.04 






C9H9N104 


3243 


OCTANOL 


393 


63 


0.35 


0.35 




C9H9N302S2 


3244 


OCTANOL 


56 




0.05 


0.05 




C9H9N302S2 


3245 


DIETHYL ETHER 


342 




-0.72 


0.21 


e 


C9H9N302S2 


3246 


01 ETHYL ETHER 


113 


15 


-0.99 


-0.03 


8 


C9H9N302S2 


3247 


CHCL3 


343 


2 


-0.82 


-0.16 


N 


C9H9N302S2 


3248 


CHCL3 


113 


15 


-0.75 


-0.09 


N 


C9H9N302S2 


3249 


CHCL3 


326 




-0.87 


-0.21 


N 


C9H9N302S2 


3250 


CHCL3 


344 


44 


-0.80 


-0.14 


N 


C9H9N302S2 


3251 


CHCL3 


393 


63 


-0.73 


-0.68 


N 


C9H9N302S2 


3252' 


CHCL3 


415 


44 


-0.74 


-0.08 


N 


C9H9N302S2 


3253 


BENZENE 


343 


2 


-0.96 


0.43 


A 


C9H9N302S2 


3254 


I-PENT. ACETATE 


343 


2 


-0.28 


-0.47 




C9H9N302S2 


3255 


CCL4 


343 


2 


-1.57 


0.54 


A 


C9H9N302S2 


32 56 


N-HEPTANE 


415 


44 


-4.60 






C9H9N302S2 


3257 


OCTANOL 


235 




3.23 


3.23 




C9H10 


3258 


OCTANOL 


9 




3.35 


3.35 


* 


C9H10 


3259 


HEXANE 


391 




0.58 






C9H10CL1N102 


3260 


OCTANOL 


3 84 




2.57 


2.57 


m 


C9H10CL1N1Q2 


3261 


N-HEPTANE 


416 


14 


0.49 






C9H 10CL1N103 


3262 


OLEYL ALCOHOL 


406 




2.40 


2.97 




C9H10CL3N102S1 


3263 


CHCL3 


306 




0.48 


1.60 


A 


C9H10HN104S1 


3264 


CCL4 


306 


12 


-1.40 


0.65 


A 


C9H10I1N104S1 


3265 


CLCH2CH2CL 


306 




0.74 






C9H10I 1N104S1 


3266 


DIETHYL ETHER 


306 




0.62 


0.70 


A 


C9H10I 1N10SSI 


3267 


CHCL3 


306 


12 


-1.30 


0.04 


A 


C9H10I1N105SI 


3268 


ETHYL ACETATE 


306 




1.34 


1.49 


A 


C9H10I1N105S1 


3269 


CLCH2CH2CL 


306 




-0.82 






C9H10UN10SS1 


3270 


OCTANOL 


206 




2.35 


2.35 


* 


C9H10N2 


3271 


OCTANOL 


10 




0.26 


0.26 




C9H10N204 


3272 


OCTANOL 


56 




0.54 


0.54 


» 


C9H10N402S2 


3273 


CHCL3 


343 


2 


-0.05 


0.53 


N 


C9H10N402S2 


3274 


CHCL3 


415 


44 


-0.43 


0.21 


N 


C9H10N402S2 


3275 


BENZENE 


343 


2 


-1.77 


-0.36 


A 


C9H10N402S2 


3276 


[-PENT. ACETATE 


343 


2 


0.34 


0.18 




C9H10N402S2 


3277 


CCL4 


343 


2 


-1.82 


0.33 


A 


C9H10N402S2 


3278 


N-HEPTANE 


415 


44 


-3.83 






C9H10N4Q2S2 


3279 


OCTANOL 


218 




2.94 


2.94 


I 


C9H1001 


3280 


OCTANOL 


56 




1.95 


1.95 


m 


C9H1001 


3281 


CYCLOHEXANE 


325 




0.61 






C9H1001 


3282 


CYCLOHEXANE 


325 




0.48 






C9H1001 


3283 


OCTANOL 


2S5 




1.44 


1.44 


m 


C9H10Q1 


3284 


OCTANOL 


255 




1.96 


1.96 


m 


C9H1002 


3285 


CHCL3 


254 




0.71 


1.83 


A 


C9H1002 


3286 


N-HEPTANE 


254 




-0.92 






C9H1002 


3287 


OCTANOL 


10 




1.95 


1.93 




C9H1002 


3288 


OCTANOL 


10 




1.86 


1.86 




C9H1002 


3289 


OCTANOL 


255 




1.83 


1.83 




C9H1002 


3290 


OILS 


362 




0.51 


1.68 


A 


C9H1002 


-3291 


OILS 


385 




0.75 


1.91 


A 


C9H1002 


3292 


OCTANOL 


255 




1.84 


1.B4 




C9H1002 


3293 


CHCL3 


46 




1.10 


2.22 


A 


C9H1002 


3294 


OILS 


361 




0.72 


1.91 


A 


C9H1002 


3295 


OILS 


417 




0.82 


1.92 


A 


C9H1002 


3296 


XYLENE 


46 




0.46 


2.29 


A 


C9H1002 


3297 


DIETHYL ETHER 


248 




1.34 


1.29 


A 


C9H1003 


3298 


CYCLOHEXANE 


248 




0.03 






C9H1003 


3299 


BENZENE 


248 




1.43 


2.81 


A 


C9H1003 


33 00 


CLCH2CH2CL 


248 




1.86 






C9H1003 



NAME 



ST YRENEt 3-NITRO, B-N ITRO. 8-METHYL 

AC RYLOPHENONE 

l-INDANONE 

CINNAMIC ACID/TRANS/ 

C1NNAMIC ACID/TRANS 

CINNAMIC ACID/TRANS/ 

CINNAMIC ACID/TRANS/ 

CINNAMIC ACIO/TRANS/ 

CINNAMIC ACID/TRANS/ 

5.7-DIMETHYL-2-0X0-1.3-BENZOXATHI0L 

AC ETYLSAL 1CYL [C AC 1 D/A SP IR IN/ 

ACETYLSAL ICYL IC ACID/ASPIRIN/ 

ACETYL SALICYLIC AC ID/ASP IR IN/ 

ACETYLSAL ICYL IC ACID/ASPIRIN/ 

AC ETYLSAL ICYL IC AC ID/ASP IR IN/ 

AC ETYLSAL ICYL IC AC ID/ ASP IR IN/ 

AC ETYLSAL ICYL I C AC ID/ASP IR IN/ 

AC ETYL SALIC YLIC ACID/ASPIRIN/ 

M-CARBOXYPHENYLACET IC ACIO 

HOMOPHTHAL IC ACID 

ISOPHTHALIC ACID, METHYL ESTER 

PHENOXYACET IC ACID.M-CAR80XY 

PHENOXYACETIC ACID.M-CARBOXY 

BENZYLACETONITRILE 

BENZYL AC ETON ITRILE 

INDOLE, 3-METHYL 

INDOLE, 5-METHYL 

CINNAMAMIDE 

ST YRENE, B-METHYL-B-NI TRO 
STYRENE, B-METHYL-B-NI TRO 
ST YRENE, 4-M ETHYL- B-N I TRO 
ST YRENE, 2-METHYL , B-NI TRO 
STYRENE, 4-M ETHYL, B-N I TRO 

0- AMINOBENZOIC ACIO, N- ACETYL 
GLYCINE, N-BENZOYL/HIPPURIC ACID/ 
GLYCINE. N-BENZOYL /HIPPURIC ACID/ 
STYRENE, 3-METHOXY-B-N I TRO 

ST YREN E , 4-M ETHOXY , B-N I TRO 

STYRENE, 3-M ET HO X Y , 8-N I TR 0 

STYRENE, 2-M ETHOXY, B-N I TRO 

ST YRENE, 4-HYDRDXY-3-METH0XY-B-N1 TRO 

ST YRENE, 4- HYDROXY, 3-M ETHOXY, B-NI TRO 

SULFATHIAZOLE 

SULFATHIAZOLE 

SULFATHIAZOLE 

SULFATHIAZOLE 

SULFATHIAZOLE 

SULFATHIAZOLE 

SULFATHIAZOLE 

SULFATHIAZOLE 

SULFATHIAZOLE 

SULFATHIAZOLE 

SULFATHIAZOLE 

SULFATHIAZOLE 

SULFATHIAZOLE 

SULFATHIAZOLE 

AL LYLBENZENE 

1- PROPENE, 1-PHENYL 

N- METHYL CARBAMATE, 3-METHYL ,4-CHL0R0PH EN YL 

N-METHYL-3-METHYL-4-CHL0R0PHENYLCARBAMATE 

P-AMINDSALICYLIC AC ID, 2-CHLORDE THYL ESTER 

N-TRICLMETH I0HEXAHYDR0PHTHALIM1DE 

N- (P-IODOBEN ZEN ESULFONYL ) ALANINE 

N- IP-1 0008ENZENE SULFON YL > ALANINE 

N-(P-I000BENZEN6SULF0NYL 1ALANINE 

N- [P-IODOBENZENESULFONYL 1 SERINE 

N-(P-IODOBENZENESULFONYL) SERINE 

N- (P-I0D08ENZENESULF0NYL ) SERINE 

N-IP-IODOBENZENESULFONYL 1SERINE 

BENZ IMIDAZOLE, 5,6-DIMETHYL 

PHENOXYACETIC AC ID, 3-UREIDO 

SULFAMETHIZOLE 

SULFAM ETHIZOLE 

SULFAMETHIZOLE 

SU LF AM ETHIZOLE 

SULFAMETHIZOLE 

SULFAMETHIZOLE 

SULFAMETHIZOLE 

ALLYLPHENYL ETHER 

CINNAMYL ALCOHOL 

4- INDANOL 

5- INDANOL 

2- PROPANONE, 1-PHENYL 
ACETIC ACID, BENZYL ESTER 
P-HYDROXYPROPIOPHENONE 
P-HYDROXYPROPIOPHENONE 
M-METHYL PHENYL ACETIC ACID 
P-METHYLPHENYL ACETIC ACIO 
PHENYLACETIC ACIO, METHYL ESTER 
A-PHENYLPROPIONIC ACID 
A-PHENYLPROPIONIC ACID 
B-PHENYLPROPIONIC ACID 
8-PHENYLPROPIONIC ACID 
B-PHENYLPROPIONIC ACIO 
8-PHENYLPROPIONIC ACIO 
B-PHENYLPROPIONIC ACID 

BENZAL OEHYDE* 3-ETHQXY-vt-HYDROXY/ETHYL VANI LL I N/ 
BENZAL CEHYDE,3-ETHO*Y-"5p-HYDROXY/ETHYL VANILLIN/ 
BENZAL OEHYOEt 3— ETHOXY-4— HYOROXY/ETHYL VANILLIN/ 
BENZAL OEHYOE, 3— ETHOXY-4— HYDROXY/ ETHYL VANILLIN/ 
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NO* 


SOLVENT 


REF 


FOOT 








NOTE 


3301 


OCTANOL 


56 




3302 


0CTAN0L 


10 




3303 


r\ r t A kto i 
UL 1 ANUL 






3304 


OILS 


383 




33C5 


OCTANOL 


10 




3306 


OCTANOL 


10 




33C7 


OCTANOL 




19 


3308 


CYCLONE XAN0NE 


302 




3309 


CYCLOHEXANOL 


302 




33 10 


OCTANOL 


10 




33 11 


OILS 


173 




33 12 


t\r t A Aim 
Ut I ANUL 






33 13 


(\ft A Aim 

UL 1 ANUL 


10 




33 14 


fir t a Aim 
UL i ANUL. 


10 




33 15 


LT LLUrffc AANUNt 






33 16 


LTLLUrlEAANUL 


302 




3317 


OCTANOL 






3318 


DIETHYL ETpcR 


323 




3319 


UL 1 ANUL 


10 




3320 


CYCLOHEXANOL 


302 




3321 


OCTANOL 


255 




3322 


n r T ikint 

OCTANOL 


255 




3323 


HEXANE 


391 




33 24 


n r T t hini 
UL. 1 ANUL 


255 




3325 


f\rt a kin j 
QCTANUL 






3326 


nr T aiini 
UL 1 ANUL 


56 




33 27 


BENZENE 


72 




3328 


OCTANOL 


255 




3329 


OILS 


1 73 




3330 


OILS 


224 




3331 


OCTANOL 






3332 


t OCMT ACCTATC 

1 — rfcNIa ALclAIC 


418 




3333 


0LEYL ALCOHOL 


390 


44 


3334 


fir t a iin t 
UL I ANUL 






3335 


OILS 


1 73 




3336 


OILS 


224 




3337 ' 


OCTANOL 


276 




3338 


OCTANOL 


2 76 




3339 


HEXANE 


391 




3340 


OCTANOL 


384 




3341 


OCTANOL 


384 




3342 


OCTANOL 


384 




3343 


OCTANOL 


56 




3344 


OCTANOL 


384 




3345 


N-HEPTANE 


370 


14 


3346 


OCTANOL 


384 




3347 


OCTANOL 


3B4 




3348 


OCTANOL 


384 




3349 


OCTANOL 


56 




3350 


N-HEPTANE 


370 


14 


3351 


OCTANOL 


56 




3352 


UL I ANUL 


298 




3353 


nr t a Aim 
UL 1 ANUL 


255 




3354 


nr t a Aim 
UL 1 ANUL 


oi a 




3355 


DtNttNt 


311 


6 


3356 


D CU T CU C 

HtNitNt 


311 




3357 


CHCL 3 


396 


31 


3358 


W-HFBTA M £ 
N"ntr 1 AN C 


396 


31 


3359 


N— DU I ANUL 


295 


52 


3360 


AI DllTl iini 

N-BU fANUL 


295 


ft JJ 


3361 


r\r t a Aim 
OCTANOL 


341 


ov 


3362 


OCT ANUL 


186 


O "J 


3363' 


n r t A Aim 

OCTANOL 


218 




3364 


N— HfcHTANfc 


419 




3365 


N-HEPTANE 


419 




3366 


LI LCDTlkIC 

N— r tr T ANc 


419 




3367 


N-HEPTANE 


419 




3368 


CHCL 3 


399 


1 


3369 


I-PENT. ACETATE 


399 


1 


3370 


CCL4 


399 


1 


3371 


OCTANOL 


399 




3372 


CHCL 3 


399 


1 


3373 


BENZENE 


399 


1 


3374 


I-PENT, ACETATE 


399 


I 


3375 


CCL4 


399 


1 


3376 


N-6UTAN0L 


420 


37 


3377 


N- BUT ANOL 


253 


36 


3378 


CCL4 


234 


12 


3379 


CYCL0HEXANE 


132 




3380 


CYCL0HEXANE 


325 




3381 


CYCLOHEXANE 


325 




3382 


CYCLOHEXANE 


325 




3383 


CYCLOHEXANE 


325 




3384 


CYCLOHEXANE 


325 




3385 


CYCLOHEXANE 


325 




3386 


OCTANOL 


255 




3387 


HEXANE 


372 




3388 


CYCLOHEXANE 


325 




3369 


CYCLOHEXANE 


325 




3390 


CYCLOHEXANE 


133 




3391 


CYCLOHEXANE 


325 




3392 


CYCLOHEXANE 


325 




3393 


CYCLOHEXANE 


133 




3394 


CYCLOHEXANE 


325 




3395 


CYCLOHEXANE 


325 




3396 


CYCLOHEXANE 


325 




3397 


CYCLOHEXANE 


325 




3398 


DIETHYL ETHER 


332 




3399 


0I-BUTYL ETHER 


332 




3400 


' DI-I-PR. ETHER 


332 





LOGP 


LOGP 




run] Q 1 r n 

CNPIKI L AL 


S0LV 


OCT 




C ft f> 111 1 1 A 

rUKHUL A 


2, 47 


2-47 




C9H1003 


1*50 


1*50 




C9H1003 


la 42 


1 * 42 




Ly n IU ui 


0*45 


1.63 


A 


rou 1 ft ni 


1*78 


1 a 78 




ran 1 nno 


2- 10 


2*10 




/•nu 1 nni 
L9H IUU 3 


1*86 


1 * 86 




row 1 n ni 


2*46 


2-46 


" 


rou 1 nno 
LMM lOU J 


2« 05 


2-05 




fau 1 nno 


la 90 


1 * 90 




i" qu 1 ft nj c 1 
lin LU U 3 i 1 


0* 86 


1*98 


A 


foul rtni 
LtH IU U** 


0a 93 






row 1 n nt 


la 23 


1.23 




C9H 10 04 


la 38 


1*38 




C9H 1004 








f"QH 1 an a 

w7nlv <J*T 


1 a 80 








0 a 06 


0 06 






la07 


1.05 






0 > 0 L 


0.01 




cowl flnt; c 1 


0*88 






r ou 1 nni < 1 
tin kUu3 a a 


3a72 


3* 72 




rOU ! 1 BD1 


3a55 


3-55 






la4i 








2a 95 


2* 95 




C9H 11F1 


-ta38 


-1*38 


■ 


/■QUI ICI Ujnc 

L">n iirl N^U? 


3 a 90 


3* 90 






0 a 18 


la 55 


A 


rau 11 li 1 n| 
Lvn 11 Nl Ul 


0a 91 


0*91 


* 


LVH1 1N1U1 


-0*20 


1*01 


A 


L?n 1 lNlUai 


0a30 


1*47 


A 


r au 1 1 ai 1 ni 
L^tll 1 NIU^ 


2a 57 


2* 57 


™ 


raui 1 ah no 


2a SO 


O At 




f qui 1 mi no 


1*61 


2.15 




r qu 1 1 ai 1 no 
L^nl 1N1UZ 


2a 30 


2 a 30 


* 


row nut no 

Linl IN 1 U£ 


la 99 


3 « 00 


* 


Iini AHA U£ 


2*18 


a OA 




com i mi no 


0a 98 


O* 98 


s 


rou 1 1 ai 1 no 


la 14 


I a 14 




A Q 11 1 1 111 n) 

CJnll Nl 


0* 04 






^* au 1 1 A11 no 
tvnl INI U£ 


la 70 


1 • 70 




raiu 1 1 ai 1 no 
LtMI IN 1 Uif 


1. 46 


1-46 




ft kj 1 1 mi no 
Lo>nl IN IUZ 


1*66 


1*66 




LW1 1NLU£ 


- 1*43 


-1.43 




A ftu 1 1 ul no 
L Vn 1 1 N 1 U *. 


la 92 


1.92 




LVrl 11N1U£31 


0.98 






Lin A 1 rtl UJ 


0. 61 


0.81 




cou 1 1 ai 1 no 
Lin 1 1 N 1 UJ 


1* 30 


1.30 




LvnlliNlU J 


1 a 20 


1.20 




ran 1 1 ui nl 
Lvnl 1 N 1 U 3 


-2*26 


-2.26 




ran ■ 1 mi no 


-0« 82 






r olj 1 1 ui n/. 
L9H1 1 NlU*t 


3* 66 


3.66 


« 




3a 66 


3.66 




C9H 12 


3* 68 


3.68 


m 


C9H12 


3a 57 


3.57 


m 




_ i f e 
— la I? 








-2a 41 






POM I7A1N1 fli 


2*31 


1.75 B 


C9H12CL1N1 


0 a 96 






CQH12CL1N1 


n nn 

U. UU 


-0.51 






-0.25 


-0.66 




rouuri tut no 


0a 17 


0.17 


m 


row 1 oaj? 


0*98 






L^nl^ N^U 1 


la 02. 


1.02 


■ 


1* QU 1 0 mo n 1 


— O KO 

— 4: a 04. 








-2a 16 






r nu 1 0 Aio nt 


— la 85 






roui 5 Aioni 
LTTIl Cn£ Ul 


-la 89 






row 1 ouom 


2*49 


2.97 


N 




2a 92 


2.85 




C9H12N2Q2S1 


la 36 


3.02 


A 




0-95 


0.95 


a 


C9H12N203 


0*12 


0.69 


N 


C9H12N2Q3 


-0.51 


0.87 


A 


C9H12N203 


0*98 


0.64 




C9HL2N2Q3 


-1.20 


0.84 


A 


C9H12N203 


-0.80 


-1.62 




C9H12N206 


-0.92 


-1.79 




C9H12N206 


0.74 






C9H12N4Q3 


0.69 






C9H1201 


0.73 






C9H1201 


0a74 






C9H1201 


0-97 






C9H1201 


1.01 






C9H1201 


1.02 






C9H1201 


1.06 






C9H1201 


1.88 


1*68 


■ 


C9H1201 


0.O8 






C9H12Q1 


0.63 






C9H1201 


1.18 






C9H1201 


1.08 






C9H1201 


0.B6 






C9H1201 


0.77 






C9H1201 


0.81 






C9H1201 


0.97 






C9H1201 


0.94 






C9H1201 


1.24 






C9H1201 


0.63 






C9H1201 


2.37 


2*29 


A 


C9H1202 


1.65 






C9H1202 


2.03 


2.94 




C9H1202 



NAME 



P-HrDROXrSENZOIC ACID, ETHYL ESTER 
H-HETHOXVPHENVLACETIC ACID 
P— METHOXVPHENYLACET IC ACID 
P-METHOXYPHENYLACET IC ACID 
H-HETHYLPHENOXYACETIC ACID 
0- METHYL PHENOXYACET I C ACID 
P-HETHYLPHENOXYACETI C ACID 
P-HETHYLPHENOXYACETIC ACID 
P-HETHYLPHENOXYACETIC ACI0 
PHENOXYACET IC AC ID, 3-METHYLTHI 0 
GLYCOL SALICYLATE 
PHENOXYACET IC ACID.2-METH0XY 
PHENOXYACETIC ACID.4-METH0XY 
PHENOXYACETIC ACI0.3-METH0XY 
PHENOXYACETIC AC ID, 3-HETHOXY 
PHENOXYACETIC ACID, 3-HETH0XY 
H-NETHYLSUL F0NYL PHENYL AC ET IC ACID 

BENZOIC ACID,4-HYDR0XY,3,5-DIHETH0XY ( ME-SYRI NGATE) 
PHENOXYACETIC ACID.H-METHYLSULFONYL 
PHENOXYACETIC AC I0.M-HETHYLSULF0NYL 
PROPYL BR0H I BE, G-PHENYL 
PR 0PYLCHL0R IDE, G-PHENYL 

ETHYLPH0SPH0RAHIDATE,0-HE,O-( 2, 4,5-TRICL PHENYL) 

PROP YLFLU0R IDE, G-PHENYL 

2>-DEOXY-5-FLUOROURIDINE (276401 

PROPYL IODIDE. G-PHENYL 

0-ACETAHIDOTOLUENE 

PROPIONAHIDEi 3-PHENYL 

ACET ANILIDE, P-METHOXY/HETHACETIN/ 

ACETANILIDEi P-METHOXY/METHACETIN/ 

O-AHIN0BENZOIC ACID, ETHYL ESTER 

P-AHIN0BEN20IC ACID, ETHYL ESTER 

P-AHIN0BENZ0IC ACID, ETHYL ESTER 

ETHYLCARBAHATE.N-PHENYL 

ETHYLCARBAHATE.N-PHENYL 

ETHYLCARBAHATE.N-PHENYL 

0— NETHOXYACETANIL IDE 

P-METH0XYAC6TANILIDE 

N- METHYL CARBAMATE, 3-HETHYLPHENYL 

N-METHYL-M-TOLYL CARBAMATE 

N-METHYL-0-T0L YL CARBAMATE 

N-METHYL-P-TOLYLCARBAHATE 

PHENYLALANINE, 0L 

N-METHYL-4-METHYLTHI0PHENYLCARBAHAT6 
P-AMINOSALICYL IC ACID, ETHYL ESTER 
N-METHYL-2-METH0XYPHENYLCARBAMATE 
N- HE TH Y L- 3- MET HO XYP HEN YL CARBAMATE 
N- METHYL-4-HETH0XYP HEN YL CARBAMATE 
TYROSINE, L 

P-AMINOSALICYLIC AC ID, 2-HYDROXYETH YL ESTER 
IS OP R0PYL BENZENE 
IS0PR0PYL BENZENE 
PROPYL BENZENE 
PROPYL BENZENE 

PH ENYL 80R0N IC AC I D , M- E TH0XYAC E TAMI DO 
PHENYL80R0NIC AC ID, P-B-ALANINYL 
4- CHL0R0 AMPHETAMINE 
4-CHLOR0AMPHETAM INE 
PHENYLALANINE HYDROCHLORIDE 
TRYROSINE HYDROCHLORIDE 
N0RNIC0TINE 

UREA, It l-DIMETHYL-3-PHENYL 
UREA, I , 3-OIMETHYL PHENYL 
UREA, ETHYLPHENYL- 
UR EA, METHYL. M-T0LYL- 
UREA, METHYL, 0-T0LYL- 
UREA.METHYL, P-T0LYL- 

BARBITURIC ACID, 5-ALLYL.5-ETHYL.2-THI0 
BARBITURIC ACID, 5-ALLYL.5-ETHYL.2-THIO 
BARBITURIC ACID, 5- ALL YL, 5- ETHYL ,2- TH 10 
BARBITURIC ACID, 5-ALLYL, 5-ETHYL 
BARBITURIC ACID, 5-ALLYL, 5-ETHYL 
BARBITURIC ACID, 5— ALLYL-5— ETHYL 
BARBITURIC ACID, 5-ALLYL, 5-ETHYL 
BARBITURIC ACID, 5-ALLYL, 5-ETHYL 
URIDINE 
URIDINE 

8-HETHOXYCAFFEINE 
PHENOL , 5-ETHYL , 3-METHYL 
PHENOL , 5-ETHYL i 3-METHYL 
PHENOL i 3-ETHYL.4-METHYL 
PHENOL , 3-ETHYL . Z-M ETHYL 
PHENOL, 4-ETHYL.2-METHYL 
PHENOL, 5-ETHYL. 2-METHYL 
PHENOL, 2-ETHYL , 5— METHYL 
PR DP ANOL, 3-PHENYL 
PROP ANOL, 3-PHENYL 
M— PROPYLPHENOL 
0-PR0PYLPHEN0L 
0-I-PR0PYLPHEN0L 
P-PR0PYLPHEN0L 
F-I-PR0PYLPHEN0L 
P-I-PR0PYLPHEN0L 

2. 3. 5- TRIMETHYLPHEN0L 
2, 4, 5— TRIMETHYLPHENOL 

2. 4.6- TRIMETHYLPHENOL 
3,4, 5-TRINETHYLPHENOL 
BENZENE, I, 2-0IHYOROXY-4-PR0PYL 
BENZENE, 1,2— DIHY0R0XY.4-PR0PYL 
BENZENE, 1, 2-0 IHYOROXY, 4— PROPYL 
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NO* 




REF 


FOOT 


LOGP 


LOGP 




EMPIRICAL 






NOTE 


S0LV 


OCT 




FORMULA 


3401 




323 




— 1*17 


-0.91 


A 


C9H1202 


3402 


OILS 


327 




1* 78 


2. 60 




C9H1202 




DAD iF C1MC 


327 




1.20 






C9H1202 


3404 




238 




1*53 


la 53 


■ 


C9H1203 


3405 


OILS 


327 




1*04 


2.13 


A 


C9H1203 


3406 


PARAFFINS 


327 




0*15 






C9H1203 


3407 


OCTANOL 


23S 




0.70 


0.70 


a 


C9H1203 


3408 


DIETHYL ETHER 


323 




-0.45 


-0*28 


A 


C9H1204 


3409 


BENZ ENE 


311 


6 


0*35 






C9H1381Q2 


34 10 




373 




-1*43 


-1*43 


m 


C9H13CL1N201 


34 11 


CHCL3 


396 


31 


2.17 


1.63 


e 


C9H13N1 


34 12 




138 




0* S3 






C9H13N1 




M-uFPT imp 
nncri Arte 


396 


31 


0,28 






C9H13N1 


34 14 


PlTCr 1 APIC 


421 


44 


1. 57 






C9H13N1 




ntPTuvi ft^fb 
uiciniL circn 


46 




1.08 


1.82 


B 


C9H13N1 


34 16 


(IT FTHVt PTI-FR 

vl C 1 n?L Clr Cn 


374 




1*21 


1*92 


B 


C9H13N1 


34 17 


XYLENE 


46 




1.72 


2.37 


B 


C9H13N1 


34 1 8 


XYLENE 


422 




0*96 


1.60 


B 


C9H13N1 






374 




1*08 


1. 80 


B 


C9H13N1 




UL I *MUL 


255 




1*83 


1.83 




C9H13N1 


3421 


ni*T AUDI 
UL t flnUL 


312 




2, 45 


2.45 


■ 


C9H13N1 


3422 


rvri nMPYANP 

Wit LU n C A Art e 


337 




2. 95 






C9H13N1 




CHCL3 


396 


31 


-1.45 


-1.46 


B 


C9H13N101 


34 24 




396 


31 


-3a 00 






C9H13N101 


34 2 5 


CHCL3 


396 


31 


-1*00 


-1.07 


8 


C9H13N101 


3426 


N — HP PT AN E 

11 nCrl AUG 


396 


31 


-2*00 






C9H13N101 


34 27 


HP X AW P 


376 




1.53 






C9H13N1Q4 


34 28 


nr t Awni 

Ub 1 AllWl- 


283 


65 


0. 37 


0.37 


■ 


C9H13N301.H3P04 


34 29 


nr t amdi 

UL 1 ArtUL 


227 




-2. 13 


-2. 13 


m 


C9H13N3Q5 




W — PI IT AUDI 
r| — DU 1 ArlUL 


420 


37 


-0.97 


-1. 86 




C9H13N305 


34 31 


UL 1 AHUL 


227 




-0.79 


-0.79 


m 


C9H13N305 


34 32 


nr TAuni 

Ut I AriUL. 


397 




1.25 


1.25 




C9H13NS 


3433 


U 1 ArlUL 


397 




0. 14 


0. 14 


m 


C9H13N501 






65 


53 


-2. 69 


-2.69 


at 


C9H14BR1N1 




fin AND! 


65 


46 


-2.07 


-2.07 


m 


C9H14BR INI 


a* at 
,5 


nr t Auni 


268 


46 


-1.09 


-1. 09 




C9H14CL1N1 


34 37 


UL 1 ANUL 


341 


60 


0. 82 


0. 82 




C9H14N2 


34 38 


UL 1 ANUL 


341 




0 54 


0. 54 


■ 




34 39 


OCTANOL 








0. 90 




Tom unp 


3440 


OCTANOL 


341 


Aft 
60 


n" A? 


0. 82 




r <3M1 i*K7 

Uin 1 ^ 1 1 £ 


3441 


CHCL3 


399 


1 


L 54 


1.09 


Q 


rowi U M? (11 
ViimtcKUJ 


3442 


1-r 6NT. AL 1 1 A 1 t 




j_ 


1.31 


1.18 




C9H14N203 


3443 


CCL 4 


399 


J 


0.31 


0.23 


B 


C9H14N203 




nr t fiMni 

UL 1 ANUL 


399 




0.97 


0.97 




C9H14N203 


3445 


CHCL 3 






0. 20 


0. 77 




C9H14N2 03 


3446 


OILS 


345 




-0. 14 


1.07 




C9H14N203 


3447 


otNt enc 


399 


j_ 


— 0« 58 


0* 80 


A 


C9H14N203 


3448 


r — D PUT if CTATC 


399 


1 


0. 95 


0. 61 




C9HL4N203 


3449 


CCL4 


399 


I 


— 1.21 


-0. 85 


p] 


C9H14N203 


34 50 


nr t AKini 

UL 1 ANUL 


181 


10 


0. 40 


0,40 




C9H14N308P1 


3451 


M— Ri it AN Dl 

rt DUI All UL 


181 


10 


-0. 15 






C9H14N308PL 


3452 


PRIM. PENTANOLS 


181 


10 


0.43 






C9H14N.3Q8PI 


3453 


HEXANQL 


181 


18 


-0. 15 






C9H14N308P1 


3454 


OCTANOL 


134 




0. 38 


0.38 


x 


C9H14N402S1 


34 55 


01 ETHYL ETHER 


423 




2.63 


2.42 


A 


C9H1401S1 


34 56 


OCTANOL 


186 




3.84 


3.84 




C9H1401SU 


3457 


OILS 


347 




1.94 


2.96 


A 


C9H1402 


3458 


DIETHYL ETHER 


3 




0. 15 


0.25 


A 


C9H1406 


3459 


OILS 


z 




-0.36 


0.14 


B 


C9H1406 


3460 


OILS 


214 




-0. 52 


0.01 


B 


C9H1406 


34 61 


DIETHYL EThER 


3 




-0.37 


-0.21 


A 


C9H1407 




OILS 


2 




-1.33 


0. 03 


A 


C9H1407 


3463 


OCTANOL 


298 




4.72 


4.72 




C9H14S11 


3464 


BENZENE 


311 


6 


1. 52 






C9H1581Q2SI1 


3465 


OCTANOL 


348 




0.41 


0*41 


m 


C9H15N102 


3466 


OCTANOL 


348 




0.26 


0. 26 


3 


C9H15N1Q2 


3467 


OCTANOL 


227 




2.83 


2. 83 




C9H16CL1N302 






289 




2. 69 






C9H16CL1N302 


3469 


nC T AND! 

1 Mil UL 


80 




1. 40 


1.40 


M 


C9H16N103 


3470 


OILS 


168 




-0.23 


0. 25 


B 


C9H16N202 




nr t Ahtni 

UL I APIUL 


1 34 




1.85 


1.85 




C9H16N401S1 




nr T a wm 

UL 1 AriUL 


1 34 




2. 06 


2. 06 


m 


C9H16N4Q1SI 




nr t ANni 

UL 1 AKUL 


1 34 




2.12 


2. 12 


M 


C9H16N401S1 




n r t Ahini 

UL l AlHUL 






1.57 


1. 57 




C9H1604 


3475 


n i fthvi pti- pd 

l>t c iniL circc 


212 




1.20 


1.17 


A 


C9H1604 


3476 


nl CTUVI CTLCD 

UiClriTL C IrcK 


i 




S" el 


1. 00 


A_ 


rQHl ADA 


3477 


CHCL 3 


1 94 


12 


-0.58 


0. 71 






34 78 


I-BUTANQL 


4 




1.66 


1.83 




LVrHoU*> 


34 79 


OCTANOL 


235 


67 


2.29 


2. 29 


* 


LtM 1 t Ni 


3480 


0 ILS 


290 




0. 26 


1 . 43 


A 


(■QUI ~7 M 1 rt^ 


3481 


N-BUTANOL 


377 




-0. 74 


-1 . 56 




C9H 17N104 


3482 


CHCL3 


424 


46 


-3.76 






C9H18I 1N102 


3483 


OCTANOL 


218 




0. 70 


0. 70 




C9H18N204 


3464 


PARAFFINS 


241 




-0,07 






C9H16N2SI 


3465 


OCTANOL 


226 




2.63 


2.63 




C9H18N6 


3486 


CHCL3 


425 




-1.92 


— 1. 19 


N 


L9nl8Uo 


3487 


CHCL3 


425 




-1.51 


-0.80 


N 


C9H1806 


3488 


OILS 


292 




0.76 


1.87 


A 


C9H19N101 


3489 


CHCL 3 


424 


46 


-3.05 






C9K20X1N1 


34 90 


CHCL 3 


424 


46 


-2.94 






C9H20I1N1 


3491 


01 ETHYL ETHER 


3 




1.04 


1.79 


B 


C9H20N201 


3492 


DIETHYL ETHER 


378 


44 


-0.92 


0.13 


B 


C9H20N202 


3493 


DIETHYL ETt-ER 


378 


44 


-1.08 


-o.oi 


B 


C9H20N202 


34S4 


OCTANOL 


218 




2.79 


2.79 




C9H21N1 


3495 


TOLUENE 


68 




2.52 


2.47 


8 


C9H21N1 


3496 


OCTANOL 


268 




-0.88 


-0.88 




C9H21N3.2.H2S04 


3497 


CCL4 


426 




1.86 


2.53 


N 


C9H2104P1 


3498 


HEXANE 


426 




0.88 






C9H2104P1 


3499 


OCTANOL 


297 


46 


-1.84 


-1.84 




C9H22I1N1 


3500 


DIETHYL ETrER 


3 




-0.24 


0.65 


B 


C9H22N2 



NAME 



DI METH YLGUA I AC0L 

PHENOL. 2-METH0XY-4-ETHYL/P-ETHYLGUAIAC0L// 
PHENOL t 2-HETHOXY— 4— ETHYL/P-ETHYLGUAIACOL/ 
BENZENE, 1. 2, 3-TRINETHOXY 
PHENOL i 2.6-DIHETH0XY-4-HETHYL 
PHENOL, 2. 6-DIHETH0XY-4-METHYL 
PHENYL GLYCEROL 

BENZYL ALCOHOL, 3* 5-DIMETHOXY-4— HYDROXY/SYRI NGYL ALCOHOL/ 

PHENYL BORON I C AC1D,2,4,6-TRIHETHYL 

N1-PR0PYLNIC0TINAMIDE CHLORIDE 

AMPHETAMINE 

AMPHETAMINE 

AMPHETAMINE 

8EN2YLD1HETHYL AMINc 

BENZYL ETHYL AMINE 

BENZYL ETHYLAM INE 

BENZYL ETHYL AMINE 

ETHYL AMINE, 1-HETHYL, 2— PHENYL 

PHENYL- I-PR0PYLAHINE 

PROPYLAMINE, 3-PHENYL 

N-PR0PYLANIL1NE 

0- T0LU I DlNEiN,N- DIMETHYL 
NOREPHEDRINE 
NOREPHEDRINE 
N0RPSEU0OEPHEDRINE 
N0RPSEUD0EPHEDR INE 

N-ME-N-ACETYLCARBAMIC AC 10 , 2, 3-DI-H-2-MEFURANYL ESTER 
IPRONIA2ID PHOSPHATE 

1- B-D-ARABIN0FURAN0SYLCYT0SINE HCL I 63878 ) ( PKA-4. 21 1 
CYTI0INE 

CYT0SINE ARABINOSIDE (6367B) 
ADEN IN E, 9-BUTYL 

ADEN INE, 9-1 1-HYDR0XYMETHYL-PR0PYL) 
BUTYLPYRIDINIUH BROMIDE 
PHENYLTRIMETHYLAHMONIUM BROMIDE 
3- PHENYL PROPYL AM INE HYDROCHLORIDE 
N, N-DI METHYL -2- i 3-PYR I DYL ) E THYLAMI NE 
N-ETHYL-2-I3-PYR IDYL) ETHYL AMINE 
N-PR0PYL-3-I 3-PYR IDYL I METHYL AM INE 
N- I-PR0 PYL* 3-PYR I DYLME THYLAMI NE 

BARBITURIC ACI0, 5, 5-0IETHYL, 1- METHYL /METHARB I TAL/ 
BARBITURIC ACID, 5, 5-DI ETHYL. 1-METHYL/METHARBI TAL/ 
BARBITURIC AC ID, 5. 5-DI ETHYL. 1-METHYL/METHARBI TAL/ 
BARBITURIC ACID, 5- ETHYL- 5- I-PR0P YL/PROBARB I TAL/ 
BARBITURIC ACID, 5- ETHYL- 5- I -PROP YL/PROBARB I TAL/ 
BARBITURIC ACID. 5- ETHYL- 5- I-PR0P YL/PROBARB I TAL/ 
BARBITURIC ACI D, 5- ETHYL- 5- I- PROP YL/PROBARB I TAL/ 
BARBITURIC ACI D, 5-ETHYL-5- I-PR0PYL/PR0BARBITAL/ 
BARBITURIC ACI D, 5-ETHYL-5- I-PRDPYL/PROBARB ITAL/ 
CYTIDYLIC ACID 
CYTIDYLIC ACID 
CYTIDYLIC ACtO 
CYTIDYLIC ACID 

6- (2-PENHYDROPYRANYL 1-4-AM-3-METHI0- 1, 2,1-TRIAZtN0NE 

A-CYCLDHEXYLTHIOACRYL IC ACID 

PHENOL, P-ITRIMETHYLSILYL I 

S0RBIC ACID, PROPYL ESTER 

GLYCERYL TRIACETATE 

GLYCERYL TRIACETATE 

GLYCERYL TRIACETATE 

TRIMETHYL CITRATE 

TRIMETHYL CITRATE 

SILANE, PHENYL-TRIMETHYL 

PHENYL BORON I C ACID.P-TRIMETHYLSILICYL 

N-BUTYR0YLCYCLOBUTANECARBQXAMIDE 

N- I-BUTYROYLCYCL0BUTANEC ARB0XAMIDE 

1- (2-CLET 1-3-CYCLDHEXYL- l-N I TROSOUREAI 790371 

1- 12-CLET t-3-CYCLDHEXYL- l-NI TR0SOUREAI 790371 

UREA, 1,3-DIBUYYRYL 

01 PRDPYLHYDANTOIN 

3-METHI0-<i-AMIN0-6-I-PENT-l,2,4- TR I AZI NE-5-0N6 
3- I-PRTH 10-4-AM IN0-6- I-PR- 1 , 2, 4-TR I AZ I NE-5-0NE 
3-N-PRTHI0-4-AH IN0-6- I-PR-1, 2, 4-TRI AZ I NE-5-QNE 
AZELAIC ACID 
AZELAIC ACID 
AZELAIC ACID 
AZELAIC ACID 
AZELAIC ACID 

METHYL- I-PROP YL-ll , l-DIMETHYLPROPYN- 3-YL 1 AMI NE 
DIETHYL AC ETURETHANE/DE TONAL/ 
ACETYLCARN1TINE 

N-METHYL4- ACETYL P1PERIDINE METHIODI0E 
HEPROBAMATE 

N-HEXYLETHYLENETHIOUREA 
HEXAMETHYL MEL AMINE 113875) 
GLUCOSE, 2,3, 6-TR IMETHYL 
A-METHYLGLUCOS IOE. 2. 3- DIMETHYL 
N, N-DI ETHYL VALERAM I DE 

1, 2, 6-TRIMETHYLP IP ER I DINE HETHIODIDE 
1,3, 5— TRIMETHYLPIPERIDINE METHIODIDE 
TETRAETHYLUREA 

N.N-DIMETHYLCARBAMIC ACID, 01 ETAMINOE THYL ESTER 

N-ETHYLCARBAMIC ACID.DIETAMINOETHYL ESTER 

TRIPROPYL AMINE 

TR I PROPYL AM INE 

OCTYLGUAN1DIUM SULFATE 

TRIPROPYL PHOSPHATE 

TRIPROPYL PHOSPHATE 

TR IMET HYL-HEXYL-AMHON I UM IODIDE 

PENTANE. 2-AM INO. 5-DIETHYLAMINO 
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NO. 


SOLVENT 


REF 


FOOT 


LOGP 


LOGP 




EMPIRICAL 








NOTE 


SOLV 


OCT 




FORMULA 


3501 


I-BUTANOL 


4 




1.08 


1.01 




C9H22N2 


3502 


OCTANOL 


206 


27 


5.18 


5.18 




C10H3CL2F3N4 


3503 


CYCLOHEXANE 


141 




2.84 






C10H4BR202 


350* 


QCTANOL 


206 


27 


3.91 


3.91 




C10H4CL1F3N4 


3505 


CYCLOHEXANE 


304 




2.28 






C10H4CL2N2 


3506 


CYCLOHEXANE 


304 




2.45 






C10H4CL2N2 


3507 


CYCLOHEXANE 


304 




2.71 






C10H4CL2N2 


3508 


CYCLOHEXANE 


141 




2.56 






C10H4CL202 


3509 


CYCLOHEXANE 


304 




1.97 






C10H58R1N2 


3510 


CYCLOHEXANE 


304 




2.03 






C10H5BR1N2 


3511 


CYCLOHEXANE 


304 




2.26 






C10H58R1N2 


3512 


CYCLOHEXANE 


141 




2.12 






C10H5BR1Q2 


3513 


CYCLOHEXANE 


304 




1.79 






C10H5CL1N2 


3514 


CYCLOHEXANE 


304 




1.82 






C10H5CL1N2 


3515 


CYCLOHEXANE 


304 




2.10 






C10H5CL1N2 


3516 


OCTANOL 


141 




2.15 


2.15 


m 


C10H5CL1O2 


3517 


CYCLOHEXANE 


141 




1.91 






C10HSCL102 


3518 


HEXANE 


317 




5.05 






C10H5CL7 


3519 


HEXANE 


317 




4.60 






C10H5CL7Q1 


3520 


CYCLOHEXANE 


304 




1.20 






C10H5F1N2 


3521 


CYCLOHEXANE 


304 




1.22 






C10H5F1N2 


3522 


CYCLOHEXANE 


304 




1.55 






C10H5F1N2 


3523 


OCTANOL 


206 


27 


3.08 


3. 08 


3 


C10H5F3N4 


3524 


HEXANE 


299 




0.87 






C10H5F3N401 


3525 


OCTANOL 


141 




-1.08 


-1.08 


■ 


C10H5K1S10S 


3526 


CYCLOHEXANE 


30* 




-0.56 






C10HSN102 


3527 


CYCLOHEXANE 


304 




-0.07 






C10H5N302 


3528 


CYCLOHEXANE 


304 




-0.02 






C10H5N302 


3529 


CYCLOHEXANE 


304 




0.30 






C10H5N302 


3530 


CYCLOHEXANE 


141 




0.72 






C10H6BR1N102 


3531 


OCTANOL 


141 




2.12 


2.12 


m 


C10H6CL1N102 


3532 


CYCLOHEXANE 


141 




0.41 






C10H6CL1N102 


3533 


OCTANOL 


216 




2.50 


2.50 


m 


C10H6F3N1 


3534 


OCTANOL 


216 




2.05 


2.05 




C10H6F3N101 


3535 


CYCLOHEXANE 


304 




1.41 






C10H6N2 


3536 


CYCLOHEXANE 


304 




-1.62 






C10H6N201 


3537 


CYCLOHEXANE 


L41 




-2.15 






C10H6N201 


3538 


CYCLOHEXANE 


304 




-0.06 






C10H602 


3539 


OCTANOL 


238 




1.78 


1.78 


n 


C10H602 


3540 


OCTANOL 


141 




1.71 


1.71 


m 


C10H602 


3541 


CYCLOHEXANE 


141 




1.26 






C10H6O2 


3542 


OCTANOL 


218 


26 


1.55 


1.55 


m 


C10H603 


3543 


OCTANOL 


141 




1.38 


1.38 


m 


C10H603 


3544 


CYCLOHEXANE 


304 




-0.56 






C10H7CL LNZOL 


3545 


CYCLOHEXANE 


304 




-0.53 






C10H7CL1N201 


3546 


QCTANOL 


206 




3.19 


3.19 




C10H7CL2F3N2 


3547 


CYCLOHEXANE 


304 




-1.01 






C10H7F1N201 


3548 


QCTANOL 


141 




1.88 


1.88 




C10H7N102 


3549 


CYCLOHEXANE 


141 




-1.90 






C10H7N102 


3550 


CYCLOHEXANE. 


304 




-1.49 






C10H7N103 


3551 


OCTANOL 


349 




3.20 


3.20 




C10H8 


3552 


OCTANOL 


427 




3. 37 


3.37 




C10H8 


3553 


OCTANOL 


309 




3.01 


3.01 


* 


C10H8 


3554 


OCTANOL 


428 




3.45 


3.45 


■ 


C10H8 


3555 


CYCLOHEXANE 


304 




-3.32 






C10H8CL2N20Z 


3556 


CYCLOHEXANE 


304 




-1.09 






C10H8N201 


3557 


CYCLOHEXANE 


141 




1.18 






C10H8N2Q2 


3558 


CYCLOHEXANE 


141 




1.18 






C10H8N202 


3559 


CHCL3 


265 




-0.45 


0. 19 


N 


C10H8N204 


3560 


OCTANOL 


186 




2.98 


2.98 




C10H8Q1 


3561 


CYCLOHEXANE 


325 




0.52 






C10H801 


3562 


QCTANOL 


186 




2. 84 


2. 64 




C10K801 


3563 


DIETHYL EThER 


359 




1.77 


1.67 


A 


C10H801 


3564 


CYCLOHEXANE 


325 




0.29 






C10H801 


3565 


01 ETHYL ETHER 


3 




-2.00 


-1.63 


A 


C10H8O3S1 


3566 


CYCLOHEXANE 


304 




-3.52 






C10H9CL1N202 


3567 


CYCLOHEXANE 


304 




-2.69 






C10H9CLLN202 


3568 


CYCLOHEXANE 


304 




-2.58 






C10H9CLLN202 


3569 


CYCLOHEXANE 


141 




4.40 






C1GH9CL2N102 


3570 


CYCLOHEXANE 


141 




4.40 






C10H9CL2N10Z 


3571 


CYCLOHEXANE 


304 




-3.16 






C10H9F1N202 


3572 


CYCLOHEXANE 


2 30 




1.64 






C10H9N1 


3573 


CYCLOHEXANE 


280 




1.53 






C10H9N1 


3 5 74 


OCTANOL 


216 




2.57 


2.57 


* 


C10H9N1 


3575 


OCTANOL 


216 




2.47 


2.47 


■ 


C10H9N1 


3576 


OCTANOL 


216 




2.60 


2.60 


at 


C10H9N1 


3577 


CYCLOHEXANE 


280 




2.22 






C10H9N1 


3578 


BENZENE . 


72 




2.40 


2.22 


B 


C10H9N1 


3579 


PARAFFINS 


316 




0.99 






C10H9N1 


3580 


BENZENE 


72 




2.45 


2.25 


B 


C10H9NI 


3581 


PARAFFINS 


316 




0.98 






C10H9NI 


3582 


OCTANOL 


216 




2.20 


2.20 


• 


C10H9N1OI 


3583 


OCTANOL 


216 




1.84 


1.64 


m 


C10H9N101 


3564 


OCTANOL 


410 




2.33 


2.33 


M 


C10H9N101 


3585 


OCTANOL 


410 




2.41 


2.41 


m 


C10H9NIOI 


3586 


CHCL3 


412 




3.22 


2.56 


B 


C10H9N1O1 


3587 


CHCL3 


412 




3.27 


2.57 


B 


C10H9N101 


3588 


N-EUTANOL 


410 




1.92 


2.15 




C10H9NIO1 


3589 


N-BUTANOL 


410 




1.96 


2.21 




C10H9N101 


3590 


TOLUENE 


410 




2.75 


2.67 


B 


C10H9N101 


3591 


TOLUENE 


410 




2.77 


2.69 


B 


C10H9N101 


3592 


PRIM. PENTANOLS 


410 




2.13 


2.40 




C10H9N101 


3593 


PRIM. PENTANOLS 


410 




2.19 


2.47 




C10H9N101 


3 594 


I-PENT. ACETATE 


410 




2.61 


2.53 




CIOH9N101 


3595 


I-PENT. ACETATE 


410 




2.69 


2.61 




C10H9NL01 


3596 


CCL4 


412 




2.64 


2.34 


B 


C10H9N101 


3597 


CCL4 


412 




2.73 


2.41 


B 


C10H9NIQ1 


3598 


ME-I-BU7. KETONE 


410 




2.50 


2.27 




C10H9N101 


3599 


ME-I-BOT. KETONE 


410 




2.63 


2.45 




C10H9N101 


3600 


0-OICL. BENZENE 


410 




3.00 






C10H9N101 



A. Leo, C. Hansch, and D. Elkins 



NAME 



PENT ANEi 2-ANINO, 5-D1ETHYLAMI NO 

GUIN0XALIN6 IMIDAZOLE ,2-TRIFL0R0ME-5,7-0ICL 

l,4-NAPHTH0aUIN0NE,2,3-0IBRQN0 

OUINOXALINE IM IDAZOLE, 2-TR 1FL0R0ME , 6-CL 

MALONONITRILEi 3,4-01CHLOROBENZAL 

MALONONITRILEi 2* 6-0ICHL0R0BENZAL 

MALONONITRILEi 2, 4-OICHLOROBENZAL 

1, ^NAPHTHOQUINONE, 2, 3-D ICHLORO 

MALONONITRILEi 3- BRQMOBENZAL 

MALONONITRILEi 4-BROMOBENZAL 

MALONON ITRILE* 2-BROMOBENZAL 

l,4-NAPHTH0QUIN0NE,2-BR0M0 

MAL0N0N1TRILE, 3-CHLOROBENZAL 

MALONONITRILEi 4-CHL0R0BENZAL 

MALONONITRILEi 2-CHL0ROBENZAL 

l,4-NAPHTH0aUIN0NE.2-CHL0R0 

1. 4-NAPHTH0QUIN0NE. 2-CHLORO 

HEPTACHLOR 

HEPT ACHLOR EPOXIDE 

MALONONITRILEi 3-FLU0R0BENZAL 

MALONONITRILEi 4- FLUOROBENZAL 

MALONONITRILEi 2- FLUOROBENZAL 

OUINOXALINE IM IDAZOLE i 2-TR IFLUOROMETHYL 

CARBQNYL CYANIDE. P-TRIFLUOROMETHOXYPHENYLHYDRAZONE 

l,4-NAPHTH0aUIN0NE-2-SULF0NATE. POTASSIUM SALT 

COUMAR I N i 3- CY ANO 

MALONON ITRlLEi 3-N ITROBENZAL 

MALONONITRILEi 4-NITROBENZAL 

MALONONITRILEi 2-NITROBENZAL 

li 4-NAPHTHQQUINONE i 2-BROMO , 3-AHINO 

li4-NAPHTHO0UINDN6i2-CHL0RD-3-AMINO 

1,4-NAPHTHOaUINQNE, 2-CHLORO. 3-AMINO 

8-TRIFLUOROMETHYLaUINOLINE 

4-HYDR0XY-7-TR IFLUOROMETHYLOUINOLINE 

MALONONITRILEi BENZAL 

3- HYDROXYBENZALMALONON ITRILE 

4- HYDR0XYBENZALMAL0N0N ITRILE 
li 2-NAPHTH00UIN0NE 
1,4-NAPHTHOBUINONE 
1,4-NAPHTHOOUINONE 

1. 4-NAPHTH00UINONE 
1,4-NAPHTHOOUINONEi 2-HYDROXY 
li 4-NAPHTHOQUINDNE , 2-HYDROXY 
CY ANOACETAMIDE, 2-CHLORQ8ENZAL 
CYAN0ACETAMIDE,4-CHL0R0BENZAL 

8ENZlMI0AZOLEi2-TRIFLU0RMETHYL-4i7-DICL-5i6-DIME 

CYANOACET AM IDE. 2- FLUOROBENZAL 

lt4-NAPHTH0aUIN0NEi 2-AMINO 

l,4-NAPHTH0aUlN0NE,2-AMIN0 

COUMARINi 3-CARBAMOYL 

AZULENE 

NAPHTHALENE 

NAPHTHALENE 

NAPHTHALENE 

MALONAMIDEi 2»4-DICHL0R0BENZAL 

CYANOACETAMIDE, BENZAL 

STYRENE? 3-CYANOi b-nitro.b-methyl 

STYRENEi 4-CYANDi B-N ITRDi B-METHYL 

A-FURILDIOXIME 

1-NAPHTHOL 

1- NAPHT HDL 

2- NAPHTHOL 
2-NAPHTHOL 
2-NAPHTHOL 

NAPHTHALENE SULFONIC ACID 
MALONAMIDEi 4-CHLOROBENZAL 
MALONAMI DEi 3-CHLOROBENZAL 
MALONAMIDEi 2-CHLOROBENZAL 
STYRENE,2i4-DICHLDRO,B-NITR0,B-ETHYL 
STYRENE.3i4-DICHL0RO,B-NITR0.B-ETHYL 
MALONAMIDEi 3— FLUOROBENZAL 
2-METHYLOUINOL INE 
4-METHYL0UINDLINE 

6- METHYLQU INOL INE 

7- HETHYLQUINOL INE 
B- METHYL QU1N0L INE 

8- METHYL3U INOL INE 
A-NAPHTHYLAM INE 
A-NAPHTHYLAM INE 
B-NAPHTMYL AMINE 
B-NAPHTHYLAM INE 
6-METHOXYQUINOL INE 
8-M6TH0XYQUINOLINE 
8-0UINOLINOLi2-METHYL 
B-QU INOL INOL. 4-M ETHYL 
B-OU INOL INOL. 2-H ETHYL 
8- au INOL I NQL i 4-M ETHYL 
8-CU INCLINOL. 2-HETHYL 
8-0UINOLINOL.4-HETHYL 
8-CU INOLINOL, 2— METHYL 
8-QUINCLIN0L.4-METHYL 
8-aU INOL INOL. 2-M ETHYL 
8-OU INOL INOL . 4-METHYL 
8- QU INOL INOL i 2-HETHYL 
8-OU INOL INOL 1 4-METHYL 
8- OU INOL INOL . 2-HET HYL 
B-aU INOL INOL i 4-METHYL 
8-aU INOLINOL. 2-METHYL 
B-eU INOL INOL, 4-METHYL 
B-aU INOLINOL . 2-METHYL 
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NO. 


SOLVENT 


REF 


FOOT 


LOGP 


LOGP 




EMPIRICAL 






NOTE 


SOLV 


OCT 




FORMULA 


36C1 


0-0ICL. BENZENE 


410 




3.01 






C10H9N101 


3602 


OCTANOL 


218 




1.41 


1.41 


■ 


C10H9N102 


36C3 


DIETHYL ETHER 


3 




1.30 


1.26 


A 


C10K9N102 


36C4 


HEXANE 


376 




0.21 






C10H9N102S1 


36C5 


CYCLOHEXANE 


141 




2.06 






C10H9N104 


36C6 


OCTANOL 


65 


46 


-2.64 


-2.64 


1 


C10H10BR1N1 


36C7 


CYCLOHEXANE 


141 




2.92 






C10H10BR1N103 


36C8 


CYCLDHEXANE 


141 




3.19 






C10H10CL1N102 


3609 


CYCLOHEXANE 


141 




3.23 






C10H10CL1N102 


3610 


CYCLOHEXANE 


141 




4.40 






C10H10CL1N102 


3611 


OILS 


383 




-0.60 


0.67 


A 


C10H10CL1N103 


3612 


CYCLOHEXANE 


141 




3.02 






C10H10CL1N103 


3613 


OCTANOL 


346 




0.67 


0.67 




C10H10CL1N104 


361<t 


OCTANOL 


302 




0.75 


0.75 




C10H10CL1N104 


3615 


HEXANE 


391 




2.07 






C1OH10CL3O4PI 


3616 


HEXANE 


391 




2.43 






C10H10CL304P1 


3617 


OCTANOL 


227 




-0.48 


-0.48 


w 


C10H10F3N2O5 


3618 


DIETHYL ETHER 


306 




1.18 


1.20 


A 


C10H10UN106SI 


3619 


CHCL3 


306 


12 


-2.00 


-0.58 


A 


C10H10I1N106S1 


3620 


ETHYL ACETATE 


306 


12 


1.95 


2.04 


A 


C10H10I1N106S1 


3621 


CLCH2CH2CL 


306 




-1.30 






C10H10I1N106S1 


3622 


OILS 


382 


24 


4.50 


5.28 


A 


C10H10I203 


3623 


OILS 


382 


24 


2.10 


3.10 


A 


C10H101204 


3624 


OILS 


382 


24 


2. 18 


3.17 


A 


C10H10I204 


3625 


CYCLOHEXANE 


304 




-3.46 






C10H10N202 


36 26 


CYCLOHEXANE 


141 




2.39 






C10H10N204 


3627 


OCTANOL 


134 




1.66 


1.66 


* 


C10H10N4Q1S 1 


362a 


OCTANOL 


393 


63 


-0.13 


-0.13 




C10H10N402S1 


3629 


OCTANOL 


56 




-0.08 


-0.08 


■ 


C1OH10N4O2SI 


3630 


DIETHYL ETHER 


342 




-0.48 


-0.32 


A 


C10H10N402S1 


3631 


CHCL3 


343 


2 


0.06 


-0.18 


8 


C10H10N4Q2S1 


3632 


CHCL3 


326 




-0.03 


-0.26 


B 


C10H10N402S1 


3633 


CHCL3 


344 


44 


-0.40 


-0.45 


8 


C10H10N402S1 


3634 


CHCL3 


393 


63 


0.22 


0.20 


N 


C10H10N402S1 


3635 


BENZENE 


343 


2 


-0.89 


-0.07 


B 


C10H10N402S1 


36 36 


I-BUTANOL 


130 


13 


0. 12 


-0.34 




C10H10N4Q2S1 


3637 


I-PENT. ACETATE 


343 


2 


0.19 


0.02 




C10H10N402S1 


3638 


CCL4 


343 


2 


-2.22 


-0.00 


A 


C10H10N4O2SI 


3639 


N-BUTANOL 


253 


36 


0.79 


0.61 




C10H10N6 


3640 


CYCLOHEXANE 


304 




1.50 






C10H1001 


3641 


CHCL3 


429 




3.60 


4.50 


A 


C10H1002 


3642 


CHCL3 


387 




3.44 


4.32 


A 


CLOH1002 


3643 


BENZENE 


429 


5 


3.15 


4.50 


A 


C10H1O02 


3644 


BENZENE 


387 




3.14 


4.41 


A 


C10H1002 


3649 


CCL4 


429 




2.82 


4.27 


A 


C10H1002 


3646 


DIETHYL ETHER 


3 




1.18 


1.15 


A 


CIOH1004 


3647 


I-BUTANOL 


4 




1.48 


1.57 




C10H1004 


3648 


OCTANOL 


10 




0.87 


0.87 


■ 


C10H1004 


3649 


OCTANOL 


10 




0.98 


0.98 




C10H1004 


36 50 


OCTANOL 


10 




1.25 


1.25 


■ 


C10H1OO4 


3651 


50»ETHER*5OJ0MF 


125 




0.16 


1.20 




C10HUBR1N203 


3652 


OCTANOL 


430 


46 


-0.05 


-0.05 




C10H11CL1N2.H3PC7 


3653 


OCTANOL 


255 




2.21 


2.21 


* 


C10H11N1 


3654 


OCTANOL 


309 




2.82 


2.82 


* 


C10H11N1 


3655 


I-PENT. ACETATE 


418 


3 


2.70 


2.62 




C10H11N102 


3656 


OCTANOL 


141 




2.86 


2.86 




C10H11N102 


3657 


CYCLOHEXANE 


141 




3.45 






C10HUN102 


3658 


CYCLOHEXANE 


141 




2.98 






C10H11N102 


3659 


CYCLOHEXANE 


141 




3.00 






C10H11N102 


3660 


CHCL3 


394 




2.00 


1.48 


B 


C10H11N103 


3661 


OILS 


383 




-0.55 


0.T1 


A 


C10HUN103 


3662 


HEXANE 


376 




1.20 






C10H11N103 


3663 


OCTANOL 


384 




0.90 


0.90 


" 


C10H11N103 


3664 


CYCLOHEXANE 


141 




2.33 






C10H11N103 


3665 


CYCLOHEXANE 


141 




2.61 






C10H11N103 


3666 


CYCLOHEXANE 


141 




2.63 






C10H11N103 


3667 


DIETHYL ETHER 


431 




-1.00 


-0.75 


A 


C10HUN104 


3668 


OCTANOL 


384 




1.42 


1.42 


* 


C10H11N104 


3669 


OCTANOL 


384 




1.50 


1.50 


• 


C10HUN104 


3670 


OCTANOL 


10 




0.48 


0.48 




C10H11N104 


3671 


CYCLOHEXANOL 


302 




1.27 






C10H11N104 


3672 


CYCLOHEXANE 


141 




0.88 






C10H11N1O4 


3673 


CYCLOHEXANE 


141 




1.79 






C10H11N104 


3674 


CYCLOHEXANE 


141 




1.93 






C10H11N104 


3675 


CYCLOHEXANE 


141 




2.04 






C10H11N104 


3676 


CYCLOHEXANE 


141 




0.77 






C10H11N104 


3677 


OCTANOL 


393 


63 


0.88 


0.88 




C10HUN303S1 


3678 


CHCL3 


343 


2 


0.55 


1.10 


N 


C10H11N303S1 


3679 


CHCL3 


393 


63 


0.52 


1.08 


N 


C10HUN303SI 


3680 


BENZENE 


343 


2 


-0.19 


1.22 


A 


C10H11N303SI 


3681 


I-PENT. ACETATE 


343 


2 


1.34 


1.21 




C10HUN303S1 


3682 


CCL4 


343 


2 


-1.49 


0.60 


A 


C10HUN303SI 


368} 


HEXANE 


391 




0.99 






C10H12CL1N102 


3684 


HEXANE 


391 




1.46 






C10H12CL1N102 


3685 


N-HEPTANE 


416 


14 


0.84 






C10H12CL1N103 


3686 


N-HEPTANE 


138 




1.23 






C10H12F3N1 


3687 


DIETHYL ETHER 


306 




0.90 


0.95 


A 


C10H12UN105S1 


3688 


CHCL3 


306 




-0.80 


0.48 


A 


C10H12I1N1O5S1 


3689 


EThYL ACETATE 


306 




1.65 


1.70 


A 


C10H12I1N105SI 


3690 


CLCH2CH2CL 


306 




-0.39 






C10H12I IN105S1 


3691 


OLEYL ALCOHOL 


406 




2.85 


3.42 




C10H12N102S1 


3692 


ETHYL ACETATE 


432 




1.41 


1.46 




C10H12N2 


3693 


OCTANOL 


341 


60 


1.13 


1.13 


■ 


C10H12N2 


3694 


OCTANOL 


430 


46 


-1.02 


-1.02 




C10H12N2.H3P04 


3695 


OCTANOL 


218 




0.21 


0.21 


* 


C10H1ZN201 


3696 


ETHYL ACETATE 


432 




0.61 


0.60 




C10H12N201 


3697 


OCTANOL 


276 




1.25 


1.25 




C10H12N201 


3698 


OCTANOL 


430 


46 


-1.77 


-1.77 




C10H12N201.H3P04 


3699 


OCTANOL 


141 




2.67 


2.67 




C10H12N202 


3700 


CYCLOHEXANE 


141 




1.94 






C10H12N202 



NAME 



8- QU I NOL I N0L.4-H ETHYL 
INOOLE-3- ACETIC ACID 
INDOLE- 3- ACETIC ACID 

N-METHYLCARBAMIC AC1D.4-BEN20THIENYL ESTER 
STYRENEt 3, 4-DIOXYM ETHYLENE »B-NI TRO .B-METHYL 
N-HETHYLQUINOL INIUM BROMIDE 

ST YRENE, 5-8RDM0, 2-METHOXY, B-N I TRO .B-METHYL 
STYRENEt 4-CHLORO.B-N I TRO. B-ETHYL 
ST YRENE. 2-CHLORO. B-NI TROtfl-ETHYL 
ST YRENE, 3-CHLORO, B-N I TROi B-ETHYL 
P-AHINOPHENYL ACETIC AC ID .N-CHLOROACETYL 
ST YRENE, 5-CHLORO, 2-METHOXY, B-NI TRO, B-METHYL 
PHENOXYACETIC ACIO, 3-ACETAMIDQ-4-CHL0R0 
PHENOXYACET IC AC ID, 3-ACETAMI D0-4-CHLOR0 
2-CL-1-I2.5-D1CLPHENYL I- VINYLPHOSPHATE ,0 ,0-DI ME 

2- CL-1-I2.4-DICLPHENYL J- VINYLPHOSPHATE ,0 ,0-01 HE 
2'-DEOXY-5-TRIFLUOR0METHYLURIDINE(75520) (PKA-7.951 
N- IP-I0DD8ENZENESULF0N YL ) ASPARTIC ACIO 

N- IP-IOD08ENZENESULFONYL I ASPARTIC ACIO 
N-(P-IOD08ENZENESULFONYL (ASPARTIC ACIO 
N-(P-IOD08ENZENESULFONYL IASPARTIC AC ID 
BENZOIC ACID, 4-OH, 3, 5-DI-IODO, PROPYL ESTER 
BENZOIC ACID,3,5-DI-IODO-4-OH,B-OH-PROPYL ESTER 
BENZOIC ACID, 4-0H.3, 5-DI-IODO, G-OH-PROPYL ESTER 
MALONAMIDE, BENZAL 
ST YRENE, 4-N I TRO, B-N I TRO, B-ETHYL 

3- METHI0-4-AMIN0-6-PHENYL- 1 , 2, 4- TR I AZI NE-5-0NE 
SULFADIAZINE 

SULFADIAZINE 
SULFADIAZINE 
SULFADIAZINE 
SULFADIAZINE 
SULFADIAZINE 
SULFADIAZINE 
SULFADIAZINE 
SULFADIAZINE 
SULFADIAZINE 
SULFADIAZINE 

4, 6-DI AM1N0-5-PHENYLAZDPYR IMID I NE 

METHYL STYRYL KETONE 

BENZOYL ACE TONE 

BENZOYL ACETONE 

BENZOYL ACETONE 

BENZQYLACETONE 

BENZOYLACETONE 

BENZYLMALONIC ACID 

BENZYLMALONIC ACID 

PHENOXYACETIC ACID.4-ACETYL 

PHENOXYACETIC ACID.3-ACETYL 

PHENOXYACETIC ACI0.2-ACETYL 

BARBITURIC ACID, 5-ALLYL-5-I 2-8RDMALLYL) 

5-CHLOROTRYPTAMINE PHOSPHATE 

BENZENE, 3-CYANO-l-PROPYL 

INDOLE, 1,2-DIMETHYL 

P-AMINOBENZOIC ACID.ALLYL ESTER 

BENZENE, 2-NITRO-i-BUTENYL 

STYRENE, 8-ETHYL, 8-NITRO 

ST YR6N E,2-M ETHYL, B-N IT RO, B-METHYL 

ST YRENE, 4-METHYL, B-N ITRO, B-METHYL 

P-ACET0XYACETANIL1DE 

P-AHINOPHENYL ACETIC ACID.N-ACETYL 

N-METHYL-N-ACETYLCARBAMIC AC ID, PHENYL ESTER 

N- METHYL- 3- ACETYLPHENYLCARBA MATE 

ST YREN E, 4-HETHOX Y, B-N I TRO, B-METHYL 

STYRENE, 2-METHOXY, B-NI TRO, B-METHYL 

ST YRENE, 3-H ETHOXY, B-N I TRO, B-METHYL 

BENZOYLSERINE 

N- MET HYL-3-CARBOMETHOXYP HEN YLCARBA MATE 

N-METHYL-4-CARB0HETH0XYPHENYLCARBAMATE 

PHENOXYACETIC ACID.M-ACETAMIDO 

PHENOXYACETIC ACID.M-ACETANIDO 

STYRENE, 3,4-DlMETHOXY, B-NI TRO 

ST YRENE, 2, 5-DIHETHOXY, B-NI7R0 

STYRENE, 2, 3-DIMETHOXY, B-N I TRO 

STYRENE,2,4-DIMETH0XY,B-NITR0 

STYRENE, 4-HYDR0XY.3-METH0XY, B-NI TRO, B-METHYL 

SULFAMETHOXAZOLE 

SULFAMETHOXAZOLE 

SULFAMETHOXAZOLE 

SULFAMETHOXAZOLE 

SULFAMETHOXAZOLE 

SULFAMETHOXAZOLE 

N-METHYL CARBAMATE, 3, 4-DIMETHYL, 6-CHL0R0PHENYL 
N-METHVL CARBAMATE, 3, 5-D IHETHYL, 4-CH LORD PHENYL 
P-AMINOSALICYLIC ACIO, 3-CHLOROPROPYL ESTER 
NORFENFLURAMINE 

N- (P-IOOQBENZENESULFONYL I THREONINE 

N- CP-IODOBENZENESULFONYL ^THREONINE 

N— IP— I ODOB ENZENESULFONYL ) THREONINE 

N-IP-IODOBENZENESULFONYL (THREONINE 

N-TRICLHETHI0-4-HETHYLHEXAHY0R0PHTHALIHI0E 

3- (2-AM1N06THYL ) INOOLE/TRYPTAMINE/ 

OIHYDRONICOTYRINE 

TRYPTAMINE PHOSPHATE 

5-HYDROXY— 3-( 2— AM1N0ETHYL I INDOLE 

5-HYDROXY-3-I 2-AN1 NOETHYL I INDOLE 

2-(G-HY0ROXYPROPYL>-B£NZIHIDAZ0LE 

S-HYDROXYTRYPT AMINE- PHOSPHATE 

STYRENE, 4-DIHETHYLAMIN0-B-NITR0 

ST YRENE, 4-DIMETHYL AH I NO, B-NI TRO 
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A r T A Mn 1 

UL I ANUL 










399 


I 






345 






nil s 


296 




37C5 


OILS 


168 




3706 


ftPN 7 FNF 
o c n t. c pi c 


399 


I 


3 7C7 


I -PENT • AC ETATE 


399 


I 






399 


I 


37C9 


0L EYL ALCOHOL 


82 




37 10 


u r y pn ^(tl V* 1 
n i acu jkjl v m l 


433 




371 1 




125 




37 12 


H E X ANE 


391 




37 13 


CHCL 3 


343 


2 


37 14 


CHCL 3 


415 


44 


3715 


acu j cue 


343 


2 


37 16 


t _o CUT Ar F TA T F 
l-rCnl • AL E I A I E 


343 


2 


3717 


CCL4 


343 


2 


37 IB 


U_ U £ DT KMC 


415 


44 


37 19 


nr T a Nfii 

UL t ANUL 


227 




3720 


UL I ANUL 


227 




3721 


nr t a kin i 
UL 1 ANUL 


277 


1 4 


3722 


m _ at it aki ni 
N~tJU 1 AN UL 


253 


36 




N — RUT AWPI 


2 53 


36 




r vr i nwFvswF 

L TVLUn CAAIlC 


325 




3725 


r vn ni-f F x an F 


325 




3726 


rvn fin f x am F 


325 




3727 


rvr i riHF X AKI F 


325 




3728 


rvn nt-tF x am f 


325 




3729 


nr t AN.ni 


56 




3730 


nr t AKjm 

UL 1 ANUL 


255 




"*7 3 ) 


OILS 


383 




3732 


OILS 


327 






OAOSFF IMC 


327 




3734 


OILS 


362 




3735 


OILS 


385 




3736 




417 




3737 


nr T AMni 

UL 1 ANUL 


255 




3738 


OILS 


361 




3739 


0 1 LS 


417 




3740 


nr TAwni 
UL i anul 


255 




3741 


OILS 


383 




3742 


nr t audi 
UL 1 ANUL 


56 




3743 


nr t Auni 
UL l ANUL 


10 




3744 


nr TAwni 

1 flNUL 


10 




3745 


L T vLUHS ft ANUL 


302 




3746 




125 




3747 


nr t Auni 
UL 1 ANUL 


227 




3748 


H 1 PTUVI F T U F 0 
U 1 C I H TL t 1 r els 


374 




3749 


nr t a Aim 


255 




3750 


nr Y AUm 
UL 1 ANUL 


1 86 






OILS 


173 






OILS 


224 




3753 


I — PPMT *r FTAT F 


418 


3 


3754 


T_OCKJT AT FT A T F 
1 r CPi 1 • AL C 1 A 1 C 


\ «n 




37 55 


m c vi ai muni 
ULcTL ALLUHUL 


390 




37 56 


nr t Akini 
UL 1 ANUL 


276 




37 57 


OCTANOL 


276 




3758 


0CTAN0L 


276 




3759 


HE XANE 


391 




3760 


HEXANE 


391 




3761 


HEXANE 


391 




3762 


UL 1 ANUL 


384 




37 £ 3 


or t a Aini 
UL 1 ANUL 


384 




3764 


n r t itini 
UL 1 ANUL 


384 




3765 


nr t Auni 
UL 1 ANUL 


384 




3766 


0CTAN0L 


384 




3767 


OCTANOL 


384 




3768 


OCTANOL 


384 




3769 


HEXANE 


391 




3770 


OCTANOL 


384 




3771 


N-HEPTANE 


370 


14 


3772 


OCTANOL 


384 




3773 


OCTANOL 


384 




3774 


OCTANOL 


384 




3775 


N-HEPTANE 


370 


14 


3776 


OCTANOL 


227 




3777 


OCTANOL 


227 




3778 


OCTANOL 


277 


14 


3779 


OCTANOL 


218 




3780 


N-BUTANCL 


253 


36 


3781 


N-BUTAN0L 


253 


36 


3782 


OCTANOL 


56 




3783 


OCTANOL 


£98 




3784 


CHCL 3 


396 


31 


3785 


N-HEPTANE 


396 


31 


3786 


□CTANOL 


392 




3787 


OCTANOL 


392 




3788 


OCTANOL 


341 


60 


3789 


DIETHYL ETHER 


434 




3790 


CYCLOHEXANE 


434 




3791 


CHCL3 


434 




3792 


BEN2ENE 


434 




3793 


TOLUENE 


434 




3794 


CCL4 


434 




3795 


CLCH2CH2CL 


434 




3796 


PARAFFINS 


434 




3797 


OCTANOL 


341 


60 


3798 


OCTANOL 


341 


60 


3799 


CYCLOHEXANE 


435 




3800 


CHCL 3 


435 





LOGP 


LOGP 




eupio tr AI 
t nr 1 K IL AL 


S0LV 


OCT 




rUKnu L a 


1 • 19 






r 1 nHI 7U7Ci% 




0 89 


N 


C10H12N2Q3 


n* n7 


1.13 


A 


C10H12N203 


0* 12 




A 


r 1 0 HI ?N203 

L^ Ivnlt'ifcUJ 


— 0 • 07 


1 * 13 


A. 


C10H12N2C3 


-0,35 


1. 07 


A 


C10H12N203 


1.23 


la 10 




C10H12N2O3 


—0*96 


1. 05 


A 


C10H12N2O3 


0, 38 


0.94 




C10H12N2Q3 


0. 38 






C10H12N203 


0.23 


1.35 




C10H12N203 


1* 87 






C10H12N303P1S2 


0.49 


1.10 


N 


C10H12N402S2 


0i 09 


0.69 


N 


CIOH12N402S2 


— 0* 66 


0a 77 


A 


C10H12N402S2 


0. 90 


0. 76 




C10H12N4Q2S2 


— 1 ■ 27 


0. 78 


£ 




_ 2. 54 






C10H12N402S2 


— 0* 60 


—0.60 




C10H12N404S1 




—n *i7 

— Ua 3 ( 




f t fim ? N404 & L 


-2*08 


— 2. 08 




r 1 Au] ?fJ405 


-0. 92 


—1 ■ 79 




nnm 9fdA.n<; 
L iUnitMHU j 


— 1 * 30 


-2.32 




C10H12N406 








r iflHi po i 

UlUriiLW A 


la 00 






C10H1201 


1 • 06 






C10H1201 


1*21 






C10H12Q1 


0* 87 






C10H12Q1 


1.95 


1. 95 




C10H1 201 


2* 30 


2.30 




C10H12O2 


1 • 56 


2, 65 


A 


C10H1202 


1 • 99 


2,99 


A 


C10H1202 


1* 34 






C10H1202 


Oa 74 


la 89 


A 


C10H1202 


1.16 


2.25 


A 


C10H1202 


1.06 


2. 15 


A 


C10H1202 


2.42 


2.42 




C10H1202 


0. 92 


2, 08 


A 


C10H1202 


1* 17 


2.35 


A 


C10H12Q2 


2.32 


2. 32 




C10H12Q2 


0* 92 


2a 06 


A 


C10H1203 


3.04 


3.04 




C10H12Q3 


2.25 


2.25 


■ 


C10H1203 


2.65 


2-65 




C10H12O3 


2,55 






C10H12O3 


0.32 


1.60 




C10H13BR1N203 


2. 90 


2.90 


* 


C10H13CL2N1 


1.46 


2. 16 


B 


C10H13N1 


1*41 


1 »41 




C10H13N101 


1.58 


1. 58 


m 


C10H13N102 


0.43 


1,58 


A 


C10H13N102 


0, 60 


1. 77 


A 


C10H13N102 


2. 81 


2.73 




C10H13N102 


3.17 


3.10 




C10H13N102 


2. 28 


2 • 82 




C10H13N102 


1«00 


1.00 


m 


C10H13N102 
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as 
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v, i vz m silt ut 
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n om n? 


2 a 23 


2 a 23 




f 1 OH1 ^Nl n? 


2.23 


2. 23 






0*62 








Za 47 


2 a47 




LIU Ml jNlUto I 


la 02 






ri Awl 3MI n% 


1*24 


1 a 24 


* 


Llwnl 3 N1U3 


la 75 


1 a 75 


* 


Livni 3N1U3 


1*63 
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* 




— 0» 68 






L 1U Ml 3 N lU*f 


-0*56 


-0*56 


a 




-0a79 


-0a 79 




C10H13N503S1 


-1-10 


-1.10 


* 


C10H1 3N504 


-la23 


-1.23 


* 


C10H13N504 


-0al8 


-0-76 




C10H13N504 


-0-92 


-1.79 




C10H13N505 


4.11 


4.11 


* 


C10HL4 


4.11 


4.11 




C10H14 


2.90 


2.26 


B 


C10H14CL1N1 


1.24 






C10H14CL1N1 


2a 15 


2. 15 




C10H14N 1 05P1S 1 


1.69 


1.69 




C10H14N106P1 


0.97 


0.97 




C10H14NZ 


-0.23 


0.66 


B 


C10H14N2 


-0*58 






C10H14N2 


0.82 


0.54 


B 


C10H14N2 


0.30 


0.76 


B 


C10H14N2 


0*20 


0.81 


B 


C10H14N2 


-0,01 






C10H14N2 


0.52 






C10H14N2 


-0*60 






C10H14N2 


1.13 


1. 13 




C10H14N2 


1.17 


1.17 


■ 


C10H14N2 


0.25 






C10H14N2 


1*89 


1.38 


s 


C10H14N2 



NA ME 



BARBITURIC ACID, DIALLYL/0IAL/ 

BARBITURIC ACID, 01 ALLYL/DIAL/ 

BARBITURIC ACID, DIALLYL/OIAL/ 

BARBITURIC AC I Di 01 ALLYL/DIAL/ 

BARBITURIC AC 10, Dl ALLYL/DIAL/ 

BARBITURIC ACID, DIALLYL/OIAL/ 

BARBITURIC ACID, DIALLYL/OIAL/ 

BARBITURIC ACID, DI ALLYL/DIAL/ 

BARBITURIC ACID, DI ALLYL/DIAL/ 

BARBITURIC ACID, DI ALL YL/DI AL/ 

BARBITURIC ACID, DIALLYL/DIAL/ 

HETHYLAZINPHOS/GUTHIQN/ 

SULFAETHIDOLE 

SULFAETHIDOLE 

SULFAETHIDOLE 

SULFAETHIDOLE 

SULFAETHIDOLE 

SULFAETHIDOLE 

6-HERCAPTOPURINE RIBOSIDE 1*911) 

9H-PURINE-6-THI0L,9-B-D-ARABIN0FURAN05YL (PKA- 787) 

1NOSINE 

IN0SINE 

XANTHDSINE 

4- INDAN0L, l-METHYL 

4- INDANQL, 6-HETHYL 

4- INOAN0L, 7-HETHYL 

4- INOANOL, 5-METHYL 

5- INDAN0L, 7-METHYL 
TR-2-PHENYLCYCL0PR0PYLCARB IN0L 
ACETIC ACI D, B-PHENYL ETHYL ESTER 
P- ET HYL PHENYL ACET 1C ACID 
PHENOL, 2-METH0XY-4-ALL YL/EUGEN0L/ 
PHENOL, 2-METH0XY-4- ALL YL/EUGENOL/ 
A- PHENYL BUTYRIC ACI0 

A- PHENYL BUTYRIC ACID 
B-PHENYL BUTYRIC ACID 
4- PHENYL BUTYRIC ACID 
4— PHENYL BUTYRIC ACID 
4- PHENYL BUTYRIC AC ID 
B-PHENYLPROPIDNIC ACID, METHYL ESTER 
P- ETH0XYPHENYL ACETIC ACID 
P-HY0R0XYBENZ0IC ACI0, PROPYL ESTER 
PHENOXYACETIC ACI0.3-ETHYL 
PHEN0XYAC6TIC ACID, 2-ETHYL 
PHENOXYACETIC AC ID, 3-ETHYL 

BARBITURIC ACID, 5- I 2-BROMALLYL )-5- I -PROPYL 

N, N-DI-B-CHL0R0ETHYLANILINE 

N- METHYL- t-PHENYLPROPYLAHINE-2 

BUTYRAM10E,4-PHENYL 

ACET AN [L I0E , 4-ETHOXY/P HENACETIN/ 

ACET ANIL I0E ,4-ETH0XY/PHENACETIN/ 

ACETANI L IDE, 4-ETHOXY/PHENACETIN/ 

P-AHIN0BENZ0IC ACID, I-PROPYL ESTER 

P-AMIN0BENZ0IC ACID.N-PR0PYL ESTER 

P-AMIN0BENZ01C ACID, PROPYL ESTER 

M-METHOXY-N,N-DlMETHYLBENZAMIDE 

0-METH0XY-N, N- DIMETHYL BENZ AM IDE 

P-METHOXY-N, N-D I METHYL BENZ AMIDE 

N-METHYL CARBAMATE, 3, 5-DIHETHYLPHENYL 

N- MET HYL CARBAMATE, 3,4-DIMETHYLPHENYL 

N-METHYL CARBAMATE, 3-ETHYL PHENYL 

N-METHYL-2-ETHYLPHENYL CARBAMATE 

N-METHYL-2, 3-DIMETHYLPHENYLCARBAMATE 

N-METHYL-2, 5-DIMETHYLPHENYLCARBAMATE 

N-METHYL- 3- ETHYL PHENYL CARBAMATE 

N-METHYL-3, 4-DIMETHYLPHENYLC ARBAMATE 

N-METHYL-3, 5-DIMETHYLPHENYLCARBAKATE 

N-METHYL-A- ETHYL PHENYL CARBAMATE 

N-METHYL CARBAMATE, 3-M ETHYL, 4-HETHYLTHI 0PHENYL 

N- METHYL-3-METHYL-4-METHYLTHI0PHENYLCARBAMATE 

P-AHINOSALICYLIC ACID, N-PROPYC ESTER 

N-METHYL-2-ETH0XYPHENYLCARBAMATE 

N-METHYL-3-ETHOXYPHENYLCARBAMAT6 

N-METHYL-4-ETHOXYPH6NYLCARBAMATE 

P-AMINOSALICYLIC ACID, 3-HYDR0XYPR0PYL ESTER 

B-Z'-DEOXYTHIQGUANOSINE (71261) 

A-2'-DE0XYTHI0GUAN0SINE (71B5H 

ADENOSINE 

ADENOSINE 

ADENOSINE 

GUANOS INE 

BENZENE, T-BUTYL 

BENZENE, T-BUTYL 

CHL0RPHENT ERMINE 

CHLORPHENTERMINE 

PARATHI0N 

PARA-0X0N 

AN ABAS INE 

AN ABAS INE 

ANABAS INE 

AN ABASING 

ANABAS INE 

ANABAS INE 

AN ABAS INE 

ANASASINE 

ANABAS INE 

4-IN-HETHYL )— 3-PRYIDYLBUTENE-l-YLAMI NE 

NICOTINE 

NICOTINE 

NICOTINE 
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NO* 


cm ucuT 


REF 


FOOT 


LOOP 


LOOP 




EMPIRICAL 


NAME 




MOTE 


SOLV 


OCT 




FORMULA 






DCrtiCni C 


435 




0*98 


1.23 


8 


C10H14N2 


NICOTINE 


3802 


XYLENE 


435 




0*75 


1.41 


5 


C10H14N2 


NICOTINE 




1 ULUCriE 


435 




0*86 


1*25 


8 


C10H14N2 


NICOTINE 


3804 


to ITDDBCM 7 PM F 
Ml I KUBCrlAEPlC 


435 




0.91 


1 a 62 




C10H14N2 


NICOTINE 




(d— BUT VI if FTATF 


435 




0*76 


1.06 




C10H14N2 


NICOTINE 


*BnA 

3806 


CCL4 


435 




0* 94 


0. 00 


6 


C10H14N2 


NICOTINE 


38C7 


CLCHZCncLL 






1*17 






C10H14N2 


NICOTINE 




N"Htr 1 APiC 


435 




0* 03 






C10H14N2 


NICOTINE 




r|— flfcr t APIC 


400 


14 


-0. 60 






C10H14N2 


NICOTINE 


3810 


n_ntri RFN7FNF 
J U1I>L< DCni CnC 


435 




1*03 






C10H14N2 


NICOTINE 


38 11 


PAR AFFf MS 


435 




0*05 






C10H14N2 


NICOTINE 


3812 




341 


60 


1*10 


1. 10 


« 


C10H14N2 


3-PYRI 0YLHETHYL-N-P YRR0LIDINE 


38 13 


ncT Aunt 


218 




0. 33 


0. 33 




C10H14N201 


NIKETHAMIDE 


3814 


nr t audi 


341 


60 


0*04 


Oa 04 


m 


C10H14N201 


3-PYAI DYLHETHYL-N-NORP H0L I NE 


38 15 


N— HFPTANF 


419 




-0*85 






C10H14N201 


UREA.ETHYLiH-TOLYL- 


38 16 


B ntr 1 r»'*C 


419 




-1« 18 






C10H14N201 


UR EA. ETHYL, 0-T0L YL- 


38 17 


N_ t-FPTANF 

i, r»tr i «nt 


419 




-0*89 






C10H14N2QI 


UREA, ETHYL, P-T0L YL- 




N™r.tr t Arte 


419 




— la 60 






C10H14N201 


UREA, METHYL, 0-PHENETYL- 


38 19 


u_l. cot ANF 


419 




-0* 96 






C10H14N201 


UREA.N-PRDPYLPHENYL- 


3820 


ftf* T ANftL 


384 




1*43 


1*43 




C10H14N202 


N-METHYL-3-DI METHYL AM INDPHENYLCARBAMATE 


38 21 


M— MFDTAMF 


419 




-la 66 






C10H14N202 


UREA, ETHYL, 0-AN I SYL- 


3822 


U-UCDTAWF 

N"tttr 1 AMC 


419 




-1*55 






C10H14N202 


UREA, ETHYL, P-ANISYL- 


3823 


JL 1 ANUL 


' 216 




2*19 


2.19 


m 


C10H14N202S1 


BARSITURIC ACI0,5-ETHYL-5-NETHYLALLYL-2-THI0 


3824 


OILS 


345 




0*05 


1*24 


A 


C10H14N203 


BARBITURIC ACID, 5-ALLYL-5-I-PROPYL 


3825 


OILS 


371 




0a24 


0.64 


B 


C10HL4N403 


CAFFEINE, ETHOXY 


3826 


ub> i nnub 


181 


10 


-0*22 


-0.22 


m 


C10H14N507P1 


3- ADENYLIC ACID 


3827 


N" BU 1 ANUL 


181 


10 


-0a 52 






C10H14N507P1 


3-ADENYLIC ACID 


3828 


ODTU D CUT AWfll c 

PKIrw r CM t ANUL S 


181 


10 


—0* 10 






C10H14N507P1 


3-ADENYLIC ACI0 




up v a kini 


181 


16 


-0*22 






CL0HL4N5Q7P1 


3-ADENYLIC ACID 


3830 


Ull ANUL 


181 


10 


0.28 


0.28 


m 


C10H14N507P1 


5-ADENYLIC ACID 


3831 


M— RUT AMfll 
n— no i flnut 


181 


10 


-0. 70 






C10H14N5Q7P1 


5- ADENYLIC ACID 




OD m PFMTANni C 


181 


10 


-0.40 






C10H14N507P1 


S- ADENYLIC ACID 


3833 


jry AMD! 


181 


18 


-0.30 






C10H14N507P1 


S- ADENYLIC ACID 




Utl ANUL 


1 81 


10 


0a 66 


0.68 


m 


C10H14N5Q8P1 


GUANYLIC AC ID 


38 35 


u BUT tuni 


181 


10 


—0*70 






C10H14N508P1 


GUANYL IC ACID 


38 36 


PRIH. PcNTANtJLb 


181 


\ fl 








C10H14N508P1 


GUANYLIC ACID 


3837 


H6XAN0L 


181 


1 8 


— 0* 40 






LlUrU.**Pt3UOrb 


GUANYLIC ACID 


3838 


H E X ANE 


al £ 




0a 51 






C10H1401 


BUTANDL, V-PHENYL 


3839 


UG T ANUL 






3*31 


3a31 




C10H1401 


P-T-8UTYLPHEN0L 


3840 


CYCLOnt aANC 


lie 




1*12 






C10H1401 


P-T-BUTYLPHENOL 


3841 


LYLLUHfcAAN t 


*3 <! 
J«5 




la 29 






C10H1401 


P-T-BUTYLPHENOL 


3842 


OCTANOL 


65 






1 a 97 




riOH14Dl 


2-DECALONE 


3B43 


LTLLUHfc AANfc 


325 




1 * 30 






C10HL40 1 


PHENOL , 2-MET HYL , 5- I-PRDP YL 


3844 


0CTANQL 


255 




a* In 


2,70 




n o hi *n l 

Viwni*u b 


PROPANE, 1-HETH0XY-3-PHENYL 


3845 


OCTANOL 


1 86 






3 . 30 


* 




THYMDL 


3846 


OILS 


173 






3. 73 




C lflHI Aft 1 


THYMOL 


3847 


OILS 


62 




2 78 


3.72 






THYMOL 


3846 


OILS 


^a? 




2a 65 


3*68 


A 


C10H14Q1 


THYMOL 


3849 


QLtYL ALLUKUL 








3* 52 






THYMOL 


3850 


1 ANUL 


186 




1 • 52 


1 • 52 




C10H14Q2 


CAMPH0RQUIN0NE 






327 




2a 16 


3* 15 


A 


C10H1402 


PHEN0rr?-METH0XY-4-PR0PYL/P-PRO<^Yt6^/AI ACOL-y — 


38*2 


P AO APP I N ^ 


327 




la 78 






C10H14Q2 


PHENOL, 2-METHOXY-«-PROPYL/P-PR0PYLGUAIAC0L 


3853 


U b- * AM _U b. 


218 




1*41 


1.41 


m 


C10H1403 


1,2-PROPANEOIOL, 3-( 2-T0LYL0XY) 




nr t Aiuni 
uli 1 ANUL 


373 




— 1 • 39 


— 1 .39 


X 


C10H15CL1N20I 


Nl— BUTYLNICOT INAMI DE CHLORIDE 


3855 




374 




1.49 


2.17 




C10H15NI 


BE NIYL PROPYL AMINE 


38 56 


XYL ENE 


422 




la 32 


1 a 96 


B 


C10H15N1 


l-BENZYL PROPYL AM IN E 


3857 


UL 1 ANUL 


312 


12 


3* 58 


3. 58 




C10H1SN1 


N-BUTYLANIL INE 






396 


3 1 


2a 75 


2*12 


& 


C10H15N1 


METHAMPHETAM INE/DESOXYEPHEDRINE/ 




XYLENE 


422 




I a 58 


2,23 


B 


C10H15N1 


HETHAHPHETAHINE/DESOXYEPHEDRINE/ 


3860 


N ntr 1 AN C 


1 38 




1 a 24 






C10H15N1 


METHAMPHETAM INE/DESOXYEPHEDRINE/ 


3861 


u.ucdt AN F 

N nCrl A N G 


396 


31 


0.71 






C10H15N1 


METHAMPHETAM INE/DESOXYEPHEDRINE/ 




n T PTUVI FT1-FB 


374 




1*46 


2.14 


6 


C10H15NI 


N-METHYL-G-PHENYLPROPYL AMINE 


38(3 


N-h EPTANE 


421 


44 


1*63 






C10H15NI 


PHENETHYLDIMETHYLAMINE 




CHCL 3 


396 


31 


2 a 71 


2.10 


B 


C10H15N1 


PHENTERMINE 


3865 


N— HEPTANE 


396 


31 


1 a 80 






C10H15N1 


PHENTERHINE 


38 66 


nr TANOL 


218 




0* 93 


0*93 




C10H15N101 


EPHEDRINE 


3867 


01 ETHYL ETHER 


3 




0.30 


1. 12 


B 


C10H15N101 


EPHEDRINE 


36 68 


rvn hhfxanf 

bt T LLUnt*MJi u 


357 




-0* 39 






C10H15N101 


EPHEDRINE 


3869 


CHCL3 


405 


31 


1. 05 


0.75 


B 


C10H15N101 


EPHEDRINE 




CHCL3 


396 


3 1 


0a 38 


0*10 


g 


C10H15N1QI 


EPHEDRINE 


38 7 1 


I — R 1 iT Aunt 


4 




1*18 


1,15 




C10H15N101 


EPtiEDRINE 


3872 


U — b- COT A M C 


396 


31 


— 3« 00 






r IOHLSN101 


EPHE0RINE 


38 13 


CHCL 3 


396 


31 


1*30 


0* 89 


B 


C10H15NX01 


PS EUD0 EPHEDRINE 


3814 


W_ L'C OT A hi F 

N— r-fcr I An c 


396 


31 


— 1 • 54 






C10HISN1O1 


PSEUDOEPHEDRINE 


387 5 


r\ t r "r 1 1 wi £TL_er_ 

DIETHYL ETrER 


113 




2« 22 


2 m 


* 




N, N-D I ETHYL BENZENE SUL FON AM IDE 


3876 


CHCL3 


113 




3 .65 


4*08 






N, N-DIETHYLBEN2ENESULF0NAMI0E 


3877 


OCTANOL 


397 




la 79 


1 * 79 






•veil iflt, , rtn i 


3878 


OCTANOL 


397 




0* 66 


0. 66 




/■in Lit eucm 


AHPMTKjE O— I 1— HVndn^VH P THVI —RUT VI 1 


38 79 


OCTANOL 


1 81 


10 


0a 89 


0 a 89 






AOP 


3880 


N-BUTANOL 


181 


10 


— 0« 52 








ADP 


3881 


PRIM. PENTANOLS 


1 81 


10 


0* 85 










3882 


HEXANGL 


181 


18 


0*71 






C10HL 5 N5C 10 P2 


ADP 


3883 


OCTANOL 


437 




3. 46 


3 a 46 


■ 


C10H1S03P1S1 


U, U— U 1 c 1 HTL U r n EM TL r Huor MUK U l rf 1 UA 1 1 


3884 


OCTANOL 


437 




1. 64 


1 a 64 




Cl0ni5U*»r L 


n n.m ftuvi _n— pmpuvi pha^pwatp 

U, U U i C 1 NIL U rfltN IL rllUJrnH 1 C 


38 £5 


UL 1 ANUL 




60 




1 a 34 




C10H16N2 


N-BUTYL-3-PYR IDYL METHYL AM INE 


3886 


OCTANOL 


341 


60 


1.01 


1.01 




C10H16N2 


N, N-DIETHYL-3-PYR I DYLM ETHYL AM INE 


3887 


OCTANOL 


341 


60 


0.91 


0.91 




C10H16N2 


4-1N-M ETHYL 1-3-PYR IDYL BUTYLAMINE 


3888 


50JETHER + 50S60HF 


125 




0,71 


2.57 




C10H16N2O2S1 


5-S-BUTYL-5-EW-THI0BARBITURIC ACID/INACTIN/ 


38 89 


OCTANOL 


218 




1.89 


1.89 




C10H16N203 


BARBITURIC ACID, 5-BUTYL- 5-ETHYL 


3890 


OILS 


345 




0.41 


1.56 


A 


C10H16N203 


BARBITURIC ACID, 5- BUTYL- 5-ETHYL 


3891 


OILS 


345 




0.13 


1.31 


A 


C10KI6N203 


BARBITURIC ACID, 5- ETHYL- 5- S- BUTYL 


3892 


50JETHER+5CJDMF 


125 




0.29 


U52 




C10H16N203 


BARBITURIC ACID, 5- S-BUTYL -5-ETHYL 


3893 


OCTANOL 


134 




2. 14 


2.14 




C10H1&N401S1 


3-METH I0-4-AMIN0-6-CYCL0HEXYL- 1 , 2, 4-TRI AZI NE- 


3894 


OCTANOL 


181 


10 


1.64 


1.64 




C10H16N5013P3 


AT P 


3895 


N-8UTAN0L 


181 


10 


0.15 






C10H16N5013P3 


ATP 


38S6 


PRIH. PENTANOLS 


181 


10 


1.04 






C10H16N50X3P3 


ATP 


3897 


HEXANOL 


181 


18 


1. 18 






C10HI6N5013P3 


ATP 


389S 


OCTANOL 


218 




2.14 


2*14 




C10H1601 


ADAMANTANE, 1-HYOR0XY 


3899 


DIETHYL ETHER 


212 




1.45 


1.38 


A 


C10H1604 


CAMPHORIC ACID 


3900 


CHCL3 


46 




-1.30 


0.04 


A 


C1CH1604 


CAMPHORIC ACID 
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NO. 


SOLVENT 


REF 


FOOT 






NOTE 


3901 


XYLENE 


46 




3902 


OCTANOL 


348 




3903 


OCTANOL 


348 




3904 


0CTAN0L 


348 




3905 


OCTANOL 


134 




3906 


OCTANOL 


227 




3907 


CHCL3 


424 


46 


3908 


CHCL3 


67 




3909 


OCTANOL 


134 




3910 


OCTANOL 


134 




3911 


01 ETHYL ETHER 


212 




3912 


CHCL3 


194 




3913 


DIETHYL ETt-ER 


2 




391* 


OILS 


2 




3915 


OILS 


2 




3916 


OILS 


290 




3917 


OCTANOL 


134 




3918 


PARAFFINS 


241 




3919 


DIETHYL ETHER 


378 


44 


3920 


OILS 


173 




3921 


OILS 


224 




3922 


OCTANOL 


218 




3923 


N-HEPTANE 


139 


31 


3924 


OCTANOL 


438 




3925 


CHCL3 


425 




3926 


CHCL3 


425 




3927 


CHCL3 


396 


31 


3928 


N-HEPTANE 


396 


31 


3929 


DIETHYL ETHER 


378 


44 


3930 


DIETHYL ETHER 


378 


44 


3931 


DIETHYL ETHER 


3 




3932 


OILS 


2 




3933 


DI-BUTYL ETHER 


236 


1 7 


3934 


OCTANOL 


298 




3935 


CYCLOHEXANE 


141 




3936 


CYCLOHEXANE 


141 




3937 


CYCLOHEXANE 


141 




3938 


CYCLOHEXANE 


141 




3939 


CYCLOHEXANE 


141 




3940 


CHCL3 


407 


14 


3941 


CYCLOHEXANE 


141 




3942 


CYCLOHEXANE 


304 




3943 


CYCLOHEXANE 


304 




3944 


CYCLOHEXANE 


304 




3945 


CYCLOHEXANE 


304 




3946 


CYCLOHEXANE 


304 




3947 


CYCLOHEXANE 


304 




3948 


CYCLOHEXANE 


141 




3949 


OCTANOL 


141 




3950 


OCTANOL 


141 




3951 


CYCLOHEXANE 


141 




39S2 


CYCLOHEXANE' 


141 




3953 


CYCLOHEXANE 


141 




3954 


CYCLOHEXANE 


141 




3955 


CHCL3 


3 88 




3956 


BENZENE 


388 




3957 


CHCL3 


388 




3958 


BENZENE 


388 




3959 


CYCLOHEXANE 


304 




3960 


OCTANOL 


141 


26 


3961 


CYCLOHEXANE 


141 




3962 


OCTANOL 


141 




3963 


CYCLOHEXANE 


L41 




3964 


CHCL3 


388 




3965 


BENZENE 


388 




3966 


OCTANOL 


65 




3967 


OCTANOL 


216 




3968 


PARAFFINS 


439 




3969 


CYCLOHEXANE 


304 




3970 


CYCLOHEXANE 


304 




39 71 


CYCLOHEXANE 


304 




3972 


CYCLOHEXANE 


304 




3973 


CYCLOHEXANE 


304 




3974 


CYCLOHEXANE 


2 80 




3975 


CYCLOHEXANE 


141 




3976 


CYCLOHEXANE 


141 




39 77 


OC TANDL 


'235 




3978 


OILS 


284 




3979 


OCTANOL 


393 


63 


39 80 


OCTANOL 


56 




39 fil 


DIETHYL ETHER 


342 






nT PTHVl FTH FR 


113 








343 


2 




CHCL 3 


113 




3985 


CHCL 3 


393 


63 


3986 


BENZENE 


343 


2 


3987 


I-PENT. ACETATE 


343 


2 


39 88 


CCL4 


343 


2 


39 89 


OCTANOL 


65 


46 


3990 


OCTANOL 


9 




3991 


DIETHYL ETHER 


440 


12 


3992 


CHCL3 


440 


12 


3993 


BENZENE 


440 


12 


3954 


ETHYL ACETATE 


440 




39S5 


PARAFFINS 


440 




3996 


OLEYL ALCOHOL 


40 6 




3997 


CHCL3 


306 




3998 


CCL4 


306 




3999 


CLCH2CH2CL 


306 




4000 


DIETHYL ETHER 


306 





LOGP 


LOGP 




EMPIRICAL 


SOLV 


OCT 




FORMULA 


-1.81 


-0.18 


A 


C10H1604 


0.75 


0.75 


M 


CIOH17N102 


0.48 


0.48 


IS 


C10H17N102 


0.53 


0.53 


« 


C10H17N102 


0.49 


0.49 


M 


C10H17N502 


3.30 


3.30 


m 


C10H18CL1N202 


-3.67 






C10H18I1N102 


-2.90 






C10H18N204 


3.21 


3.21 


■ 


C10H18N401S1 


2.68 


2.68 




C10H18N401S1 


1.76 


1.65 


A 


C10H1804 


0.04 


1.40 


A 


CLOH1804 


-0.28 


-0.13 


A 


C10H1806 


-1.48 


-0.79 


8 


C10H1806 


-1.48 


-0.11 


A 


C10H1806 


0.52 


1.66 


A 


C10H19N103 


1.78 


1.78 


. 


C10H19N501 


0.52 






C10H20N2S1 


-1.20 


-0.11 


B 


C10H20N202 


2.27 


3.25 


A 


C10H2001 


2.40 


3.37 


A 


C1OH20Q1 


4.09 


4.09 


m 


C10H2002 


1.87 






C10H20O2 


1.18 


1.18 


a 


C10H2006 


0.20 


0.77 


N 


C10H20O6 


0.52 


1.08 


N 


C10H2006 


3.37 


2.65 


8 


C10H21N1 


2.24 






C10H21N1 


-0.46 


0.54 


B 


C10H22N202 


-0.50 


0.50 


8 


C10H22N202 


1.32 


1.27 


A 


C10H2202 


-2.25 


-t.42 


B 


C10H22O5 


0.79 






C10H2304P1 


4.02 


4.02 


m 


C10H24SI1 


2.49 






CL1H6CL202 


3.06 






CUH6CL202 


2.85 






C11H78R102 


2.17 






CUH7BR103 


2.61 






C11H7CL102 


1.45 






CUHSCL1N102 


1.56 






C11H8N2 


1.85 






CUH8N2 


2.04 






C11H8N2 


2.11 






C11H8N2 


1.46 






CUH8N201 


1.68 






CUH8N201 


1.94 






CUH8N201 


0.30 






C11H8N202 


2.10 


2.10 


= 


C11HS02 


2.20 


2.20 




CUH802 


1.82 






C11H802 


1.84 






CUH802 


1.88 






C11H802 


1.87 






C11H802S1 


3.17 


4.10 


A 


C11H8C2S1SE1 


2.75 


4.07 


A 


C11H802S1SE1 


3.17 


4.10 


A 


C11H802SE2 


3.16 


4.46 


A 


C11H802SE2 


0.66 






CUH803 


1.35 


1.35 




CUH803 


0.48 






CUH803 


1.20 


1.20 




C11H803 


0.79 






C11H803 


3.10 


4.03 


A 


C11H8 03SE1 


2.68 


4.00 


A 


CUH803SE1 


2.45 


2.45 


ar 


C11H9N1 


1.58 


1.58 


* 


C11H9N101 


-0.33 






CUH10N2 


-0.73 






C11H10N2OI 


-0.54 






C11H10N2O1 


-1.10 






C11H10N202 


-0.92 






CUH10N2O2 


-0.91 






CUH10N202 


2.02 






CUH11N1 


2.65 






C11HUN104 


2.30 






C11H11N104 


2.28 


2.28 




CUHUN301 


0. 83 


1 . 94 


A 


C11HL1N301 


—0. 02 


-0.02 




C11H11N302S1 


0. 00 


0. 00 




C11H11N302S1 


—0.40 


—0. 23 


A 


C11H11N302S1 


—0. 26 


—0. 12 




C11H11N302S1 


0. 02 




g 


Cll HI 1N302S 1 


0. 06 


—0. 18 


g 


C11H11N302S1 


0. 04 


-0.20 




C11H11N302S1 


-0. 75 


0.03 


B 


CUHUN302S1 


0.35 


0.19 




C11HUN302SI 


-2.22 


0.00 


A 


CUH11N302S1 


-2.76 


-2.76 




C11H12BR1N1 


1.14 


1.14 




C11H12CL2N205 


0.62 


0.67 


A 


CUH12CL2N205 


-0.65 


0.64 


A 


C11H12CL2N205 


-1.45 


0.00 


A 


C11H12CL2N205 


1.52 


1.57 




C11H12CL2N205 


-1.48 






C11H12CL2N205 


2.93 


3.50 




C11H12CL3N102SI 


1.70 


2.69 


A 


C11H12IIN104S1 


-0.18 


1.69 


A 


CUH12IIN104S1 


1.70 






C11H12UN104S1 


0.67 


0.66 


A 


C11H12I1N105S1 



NAME 



CAMPHORIC ACID 

N-PENT ANOYLCYCLOBUTANECARBOXAMIOE 
N-I-PENTAN0YLCYCL0BUTANECAR80XAHIDE 
N-T-PENTANOYLCYCLOBUTANECARBOXAMIOE 
3-H0RPHOLIN0-4-AMINO-6- I-PR- li 2i4-TRI AZ I NE-5-ONE 
l-(2-CLET)-3(4-MECYCLOHEXYLI-l-NITR0S0UREA (95441) 
0UINUCLIDINOL-3-ACETATE METHIODI0E 
Ot Lt-LYS INEi DI ACETYL 

3-N-BUTYLTHI0-4-AHIN0-6-I-PR-l,2.4-TRIAZINE-5-0NE 
3-METHI0-4-AHINO-6-N-HEXYL-1.2.4-TRIAZINE-5-ONE 
SEBACIC ACID 
SEBACIC ACID 

TRIETHYLENE GLYCOL DIACETATE 
TRIETHYLENE GLYCOL, DIACETATE 
TRIETHYLENE GLYCOL, DIACETATE 
ETHYLPROPYLACETURETHANE/EPRONAL/ 

3- N-BUTYLAMIN0-4-ANIN0-6-I-PR-l,2,4-TRIAZINE-5-0NE 
N-HEPTYL ETHYL ENETH I0UR EA 

N-ALLYLCARBAMIC ACID.DIETAMINOETHYL ESTER 

MENTHOL 

MENTHOL 

DECANOIC ACID 

DECANOIC AC 10 

GLUC0PYRAN0SIDE,4-T-8UTYL (BETA* 

GL0C0SE,2,3.4,6-TETRAM6THYL 

B-METHYLGLUCOSIDE, 2, 3, 4- TR I METHYL 

PROPYLHEXEDRINE 

PROPYLHEXEDRINE 

N— PROPVLCARBAMIC ACID, DIET AM I NO ETHYL ESTER 

N-I-PROPYLCARBAMIC ACID.DIETAMINOETHYL ESTER 

DECAMETHYLENE GLYCOL 

TETRAETHYLENEGLYCOL, DIMETHYL ETHER 

D I -AMYL PHOSPHATE 

SI LANE, OCTYL-D IMETHYL 

l,4-NAPHTHO0JIN0NE,2,3-DICHLDRO.5-ME THYL 
1,4-NAPHTH00UINDNE.2,3-DICHL0RD.6-METHYL 
1, 4-NAPHTHOQUINDNE, 2-METHYLt 3-BROMO 
l,4-NAPHTH00UIN0NE,2-BROMO,3-METH0XY 
1, 4-NAPHTHOQUINDNE , 2-METHYL, 3-CHLORO 

5- CHLDR0-8-ACET0XYQUIN0L INE 
HALONONITRILE, A-METHYLBENZAL 
MALONONITRIL E, 2-METHYLBENZAL 
HALONONITRILE, 4-HETHYL BENZAL 
HALONONITRILE, 3-METHYLBENZAL 
MALONONITRIL E, 4-HETHOXYBENZAL 
HALONONITRILE, 3-METHDXYBENZAL 
HALONONITRILE, 2-METHOXYBENZAL 
HALONONITRILE, 3-METH0XY-4-HYDRDXYBENZAL 
1,4-NAPHTHOOUINONE, 6-METHYL 
1,4-NAPHTHOQUlNONE, 2-METHYL 

1 , 4-NAPHTHOQUINONE » 6-M ETHYL 
1, 4-NAPHTHOQUINDNE , 5-Mfct HYL 
I, 4-NAPHTHOQUINONE, 2-N ETHYL 
I, 4-NAPHTHOQUINONE, 2-METHYLTHIO 

1-12-SELENOPHEN-YL )-3( 2-TH IENYL ) -I , 3-PRDPANEDI ONE 
l-I2-SELENOPHEN-YL)-3( 2- TH I ENYL ) -I , 3-PROPANEDl ONE 
l,3-0I(2-SELEN0PHEN-YL 1-1, 3-PROPANEO IONE 

1.3- DI(2-SELEN0PHEN-YL)-l,3-PROPANEDI0NE 
C0UMAR1N, 3-ACETYL 

1.4- NAPHTHOQUlNONE, 2-METH0XY 
1 , 4-NAPHTHOQUINONE , 2-METHOXY 

1, 4-NAPHTHOQU INONE , 2-METHYL-3-HYDR0XY 
I, 4-NAPHTHOQUINONE, 2-METHYL, 3-HYDROXY 
l-(2-SELEN0PHEN-YL)-3( 2-FURYLI-1.3-PROPANEDIONE 

1- (2-SELEN0PHEN-YL)-3( 2-FURYL)-l,3-PROPANEDI ONE 

4- PHENYL PYRIDINE 

6- ACETYLQU INOL INE 

2- 1P-AMIN0PHENYL l-PYRIDINE 

CY ANOACET AM IDE, 2-METHYLBENZAL 
CYANOACET AMIDE, 4-METHYLBENZAL 
CY ANOACETAM IDE , 4-METHO XYBENZAL 
CY ANOACETAM IDE, 2-METHD XYBENZAL 
CY ANOACET AM I DE, 3-METHO XYBENZAL 
2,6-OIMETHYLQUINOL INE 

ST YRENE, 3,4-DIOXYMETHYLENE »B-NI TR0,8-ETHYL 

ST YRENE, 4-HETHOXYCARBDNYL, B-NI TRO, B-METHYL 

l-PHENYL-3, 5-0IMETHYL-4-NI TROSOPYRAZOLE 

l-PHENYL-3, 5-D IMETHYL- 4-N I TROSOPYRAZOLE 

SULFAPYRIDINE 

SULFAPYRIDINE 

SULFAPYRIDINE 

SULFAPYRIDINE 

SULFAPYRIDINE 

SULFAPYRIDINE 

SULFAPYRIDINE 

SULFAPYRIDINE 

SULFAPYRIDINE 

SULFAPYRIDINE 

ET HYLGU INOL INI UM BROMIDE 

CHLORAMPHENICOL 

CHLORAMPHENICOL 

CHLORAMPHENICOL 

CHLORAMPHENICOL 

CHLORAMPHENICOL 

CHLORAMPHENICOL 

N-TRICLMETHIO-4, 5-0 IMETHYL TETRAHYDROPHTHAL IMIDE 
N- (P- 1 ODOBENZENESULFON YD PROLINE 
N-tP-IOOOBENZENESULFON YD PROLINE 
N-IP-IODOBENZENESULFONYL (PROLINE 
N-IP-IODOBENZENESULFONYL ) HYDROXY PROLINE 
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NO. 


SOLVENT 


REF 


FOOT 


LOGP 


LOGP 




EMPIRICAL 


NAME 








NOTE 


SOLV 


OCT 




FORMULA 




4001 


CHCL3 


306 




-0.72 


0.55 


A 


CUH12I1N105S1 


N- (P-I ODOBENZENESULFONYL ) HYDROXY PROL INE 


4002 


ETHYL ACETATE 


306 


12 


1.65 


1.78 


A 


C11H12I1N105S1 


N- I P-I ODOBENZENESULFONYL )HYOROX YPROL I NE 


4003 


CCL4 


306 




-2.00 


0.15 


A 


C11H12I1N105S1 


N-< P-I ODOBENZENESULFONYL ) HYDROX YPROL I NE 


4004 


CLCH2CH2CL 


306 




-0.25 






C11H121 1N105S1 


N-IP-IOOOBENZENESULFONYL ) HYDROX YPROL I NE 


40C5 


DIETHYL ETHER 


306 




1.23 


1.25 


A 


CUH12I1N106S1 


N- t P-I ODOBENZENESULFONYL ) GLUTAMIC ACID 


4006 


CHCL3 


306 


12 


-2.00 


-0.58 


A 


C11H12I1N106S1 


N- (P-I ODOBENZENESULFONYL) GLUTAMIC AC 10 


40C7 


CLCH2CH2CL 


306 




-1.15 






C11H12I1N106S1 


N-IP-IOOOBENZENESULFONYL (GLUTAMIC ACID 


4008 


OILS 


382 


24 


4.99 


5.72 


A 


CUH121203 


BENZOIC ACID, 4-OH. 3, 5-OI-10DO, BUTYL ESTER 


4009 


OILS 


382 


24 


5.01 


5.75 


A 


C11H12I203 


BENZOIC ACID.4-0H,3,5-DI-I0D0iS-BUTYL ESTER 


4010 


OILS 


382 


24 


2.35 


3.33 


A 


C11H12I204 


BENZOIC ACIDi4-0H,3.5-DI-I000iD-0H-BUTYL ESTER 


4011 


N-FEPTANE 


441 


12 


-4.52 






C11H12N2 


TETRAHYORO-B-CARBOL INE 


4012 


OCTANOL 


186 




0.23 


0.23 


a 


C11H12N201 


ANTIPYRINE 


4013 


DIETHYL ETHER 


3 




-1.14 


-0.16 


6 


CUHL2N201 


ANT IPYRINE 


40 14 


CHCL3 


394 




o.aa 


0.53 


8 


C11H12N201 


ANTIPYRINE 


4015 


CHCL3 


344 


12 


1.45 


1.00 


8 


CUH12N201 


ANTIPYRINE 


4016 


CHCL3 


254 


12 


1.33 


0.91 


B 


CILH12N201 


ANTIPYRINE 


4017 


CHCL3 


338 


44 


1.45 


1.01 


8 


C11H12N201 


ANTIPYRINE 


4018 


OILS 


2 




-1.49 


-0.12 


A 


C11H12N201 


ANTIPYRINE 


4019 


OILS 


69 




-1.16 


0.15 


A 


C1LH12N201 


ANTIPYRINE 


40 20 


BENZENE 


338 


44 


-1.05 






C11H12N201 


ANTIPYRINE 


4021 


I-BUTANQL 


4 




0.51 


0.21 




C11H12N201 


ANTIPYRINE 


4022 


N-HEPTANE 


254 




-2.30 






C11H12N201 


ANTIPYRINE 


4023 


N-hEPTANE 


338 


44 


-1.40 






C11H12N201 


ANTIPYRINE 


4024 


N-F.EPTANE 


340 




-2.30 






C11H12N201 


ANTIPYRINE 


4025 


OLEYL ALCOHOL 


82 




-0.52 


0.05 




C11H12N201 


ANTIPYRINE 


4026 


OCTANOL 


218 




1.53 


1.53 


m 


C11H12N202 


HYOANTOINi 5-ETHYL-5-PHENYL 


4027 


CYCLOHEXANE 


304 




-2.86 






C11H12N202 


MALONAMIDE* 2-HETHYLBENZAL 


4028 


CYCLOHEXANE 


304 




-2.60 






CUH12N202 


HALONAM IDE, 4-M ETHYL8ENZAL 


4029 


CYCLOHEXANE 


304 




-2.68 






C11H12N202 


MALONAMIDE, 3-M 6THYLBENZAL 


4030 


OCTANOL 


56 




-1.04 


-1.04 




CUH12N202 


TRYPTOPHAN, DL 


4031 


CYCLOHEXANE 


304 




-4.00 






C11H12N203 


HALONAM IDE, 2-METHOXYBENZAL 


4032 


CYCLOHEXANE 


304 




-3.52 






CUH12N203 


MALONAMIDE, 4-METHOXYBENZAL 


4033 


CYCLOHEXANE 


304 




-3.42 






C11H12N203 


MALONAM IDE, 3-M ETHOXYBENZAL 


40 34 


OCTANOL 


393 


63 


0.13 


0.13 


_ 


C11H12N402S1 


SULFAMERAZINE 


4035 


OCTANOL 


56 




0. 14 


0. 14 


M 


C11H12N402S1 


SULFAMERAZ 1 NE 


4036 


DIETHYL ETHER 


113 


15 


-0.18 


-0.05 


A 


CUH12N402S1 


SULFAMERAZINE 


40 37 


CHCL3 


343 


2 


0.38 


0.09 


8 


CUH12N402S1 


SULFAMERAZINE 


40 36 


CHCL3 


1 13 


15 


0.45 


0.15 


B 


C11H12N402S1 


SULFAMERAZINE 


4039 


CHCL 3 


393 


63 


0.48 


0.18 


B 


C11H12N402SI 


SULFAMERAZINE 


4040 


BENZENE 


343 


2 


-0. 69 


0.07 


B 


C11H12N402S1 


SULFAMERAZINE 


404 1 


I-PENT. ACETATE 


343 


2 


0.32 


0.16 




C11H12N402S1 


SULFAMERAZINE 


4042 


CCL4 


343 


2 


-1. 66 


0.46 


A 


C11H12N402S1 


SULFAMERAZINE 


40^3 


I -BUTANOL 


130 


13 


0.32 


-0.06 




C11H12N403S 


SULFAMETHOXYPYRIDAZINE 


4044 


I -BUTANQL 


130 


13 


0.85 


0.69 




C11H12N403S 


SULFAMETHOXYPYRIOAZINE 


4045 


OCTANOL 


393 


63 


0.40 


0.40 




C11H12N403S1 


SULFAMETHOXYPYR I OA Z INE 


4046 


CHCL3 


343 


2 


0.62 


1.17 


N 


CUH12N403SI 


SULFAMETHOXYPYR IDAZ INE 


4047 


CHCL3 


344 


44 


0.90 


1.38 


N 


C1LH12N4C3S1 


SULFAMETHOXYPYR I DA Z INE 


4048 


CHCL3 


393 


63 


0.67 


0.34 


6 


CUH12N403S1 


SULFAMETHOXYPYRIOAZINE 


4049 


BENZENE 


343 


2 


-0.57 


0.82 


A 


CUH12N403S1 


SULFAMETHOXYPYR IDAZ INE 


4050 


1-PENT. ACETATE 


343 


2 


0.12 


-0.05 




CUH12N4D3S1 


SULFAMETHOXYPYRIDAZINE 


4051 


CCL4 


343 


2 


-2.52 


-0.25 


A 


C11H12N403S1 


SULFAMETHOXYPYRIOAZINE 


40!2 


OCTANOL 


393 


63 


0.85 


0.65 


T 


CUH12N403S1 


SU LFAM0N0METH0X1NE 


4053 


CHCL3 


343 


2 


0.63 


1.18 


N 


C11H12N403SI 


SULFAMONOMETHOXINE 


4054 


CHCL3 


393 


63 


0.71 


1.26 


N 


C11H12N403S1 


SULFAMONOMETHOXINE 


4055 


BENZENE 


343 


2 


-0.10 


1.31 


A 


C11H12N403S1 


SULFAMONOMETHOXINE 


4056 


I-BUTANOL 


130 


13 


0.60 


0.34 




CUH12N403SI 


SULFAMONOMETHOXINE 


4057 


I-PENT. ACETATE 


343 


2 


1.17 


1.03 




C11H12N403S1 


SULFAMONOMETHOXINE 


40 58 


CCL4 


343 


2 


-0.70 


1.25 


A 


C11H12N403S1 


SULFAMONOMETHOXINE 


4059 


CYCLOHEXANE 


304 




3.27 






CUH1202 


CINNAMIC ACID, ETHYL ESTER 


4060 


OCTANOL 


10 




2.33 


2.33 


■ 


C11H1203 


5-1NDAN0XYACETIC ACID 


4061 


N-BUTANOL 


295 


52 


0.30 


-0.08 




C11H13CL1N202 


TRYPTOPHANE HYDROCHLORIDE 


4062 


CYCLOHEXANE 


141 




3.82 






CUH13N102 


STYRENE,4-I-PR0PYL,B-NITR0 


4063 


CYCLOHEXANE 


141 




3.10 






C11H13N102 


STYRENE, 4-H ETHYL , B-NI TRO»B- ETHYL 


4064 


CYCLOHEXANE 


141 




3.61 






C11H13N102 


ST VRENE, 2-M ETHYL , B-NITRO,B-ETHYL 


4065 


CHCL3 


67 




-0.70 






C11H13N103 


L- PHENYL ALAN INE, ACETYL 


4066 


CYCLOHEXANE 


141 




3.07 






CUH13N103 


STYRENE, 2-ETH0XY, B-NITRO, B-METHYL 


4067 


CYCLOHEXANE 


141 




2.49 






CUH13N103 


STYRENE, 4-M ETHOXY, B-NI TRO, B-ETHYL 


4068 


CYCLOHEXANE 


141 




2.88 






CIIH13N103 


ST YRENE, 2-H ETHOXY, B-NI TRO,B-ETHYL 


4069 


CYCLOHEXANE 


141 




2.88 






C11H13N103 


ST YRENE, 3-METHOXY, B-N I TRO, B-ETHYL 


4070 


CHCL3 


67 




-2.78 






CUH13N104 


N- ACETYL TYROS I NE/L/ 


4071 


ETHYL ACETATE 


67 




-0.15 


-0.21 




CUH13N104 


N-ACETYLTYROSINE/L/ 


4072 


DIETHYL ETHER 


431 




-0.66 


-0.43 


A 


C11H13N104 


BENZOYLTHREON INE 


4073 


CYCLOHEXANE 


141 




1.71 






CUH13N104 


ST YRENE, 3, 4-0IMETH0XY, B-NI TRO, B-METHYL 


4074 


CYCLOHEXANE 


141 




2.49 






CUH13N1Q4 


STYRENE, 2, 5-0 IM ETHOXY, B-NI TRO, B-ME TH YL 


4075 


CYCLOHEXANE 


141 




2.54 






CUH13N104 


ST YRENE, 2, 4-0 1 HETHOXY, B-NI TRO, B-METHYL 


4076 


CYCLOHEXANE 


141 




2.57 






C11H13N104 


ST YRENE, 2, 3-01 METHQXY, B-N I TRO, B- METHYL 


4077 


CYCLOHEXANE 


141 




1.49 






C11H13N104 


STYRENE* 4-HY0R0XY, 3-ETHOXY, B-NI TRO, B-METHYL 


4078 


CYCLOHEXANE 


141 




1.57 






C11H13N104 


ST YREN E , 4-HY0R0XY, 3-METHOXY, B-NI TRO, B-ETHYL 


4079 


CHCL3 


338 


44 


1. 17 


0.77 


B 


CUH13N301 


4-AHINOANT IPYRINE 




R FN 7 FNF 


338 


44 


-0.92 






C11H13N301 


4- AM INOANT IPYRINE 


4081 


N-HFPTANF 


336 


44 


-1. 52 






C11H13N301 


4- AMINOANT IPYRINE 


4082 




393 


63 


1.15 


1.15 


m 


C11H13N303SI 


SULFISOXAZOLE 


4083* 


OCTANOL 


56 




1.01 


1.01 








4064 


CHCL 3 


343 






1.19 






SULF ISOXAZOLE 


4085 


CHCL3 




63 


0. 94 


1.35 




CI 1 H13N303S 1 


SU LF ISOXAZOLE 


4086 


CHCL3 


415 


44 


0.07 


0.67 


N 


C11H13N303S1 


SULFISOXAZOLE 


4087 


BENZENE 


343 


2 


-0.07 


1.34 


A 


C11H13N303S1 


SULFISOXAZOLE 


4088 


I-PENT. ACETATE 


343 


2 


1.35 


1.22 




CUH13N303S1 


SULFISOXAZOLE 


4089 


CCL4 


343 


2 


-1.48 


0.61 


A 


C11H13N303S1 


SULFISOXAZOLE 


4090 


N-HEPTANE 


415 


44 


-3.57 






C11H13N303S1 


SULFISOXAZOLE 


*4091 


N-HEPTANE 


416 


14 


0.98 






CUH14CL1N103 


P-AMINOSALICYLIC ACID, 4-CHL0R08UTYL ESTER 


4092 


N-HEPTANE* 


138 




1.78 






C11H14F3N1 


N-METHYLNOR FENFLURAMINE 


4093 


CHCL3 


306 




1.38 


2.41 


A 


CUH14I1N104S1 


N-IP-IOOOBENZENESULFONYL (VALINE 


4094 


CCC4 


306 




-0.32 


1.57 


A 


C11H14I1N104S1 


N-IP-IOOOBENZENESULFONYL IVALINE 


40S5 


CLCH2CH2CL 


306 




1.60 






CUH14I1N104S1 


N- (P-I ODOBENZENESULFONYL (VALINE 


4096 


CHCL3 


306 


12 


1.38 


2.41 


A 


C11H14I1N104S2 


N-IP-IOOOBENZENESULFONYL (METHIONINE 


4097 


CCL4 


306 




-0.58 


1.35 


A 


C11H14I 1N104S2 


N-IP-IOOOBENZENESULFONYL (METHIONINE 


4098 


CLCH2CH2CL 


306 




1.30 






C11H14I1N104S2 


N- (P-IODOBENZENESULJrON~f L (METHl ONINE 


4099 


OCTANOL 


430 


46 


-0.69 


-0.69 




CL1H14N2.H3P04 


5- METHYL TRYPTAM INE PHOSPHATE 


4100 


OCTANOL 


430 


46 


-1.57 


-1.57 




CUH14N201.H3P04 


5-METHOXYTRYPTAM INE PHOSPHATE 
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NO. 


SOLVENT 


REF 


FOOT 


LOOP 


LOGP 




EMPIRICAL 








NOTE 


SOLV 


OCT 




FORMULA 


4101 


CYCLOHEXANE 


141 




2.56 






CUH14N202 


1102 


CHCL3 


399 


1 


2.15 


1.62 


8 


C11H14N203 


4103 


l-PENT. ACETATE 


399 


1 


1.93 


1.82 




C11H14N2Q3 


4104 


CCL4 


399 


1 


0.84 






CUH14N203 


41C5 


HIXEO S0LVH1 


433 




0.88 






C11H14N203 


41C6 


OCTANOL 


428 




-0.03 


-0.03 


- 


C11H14N205 


4107 


OCTANOL 


226 




0.09 


0.09 




C11H14N404S1 


4108 


QCTANOL 


255 




2.42 


2.42 




C11H1401 


4109 


OCTANOL 


255 




2.77 


2.77 


» 


CUH1402 


4110 


OCTANOL 


255 




2.77 


2.77 


m 


CUH1402 


4111 


OILS 


362 




0.84 


1.98 


A 


C11H1402 


4112 


OILS 


385 




1.41 


2.47 


A 


C11H1402 


4113 


OILS 


417 




1.46 


2.52 


A 


C11H1402 


4114 


OILS 


361 




1.03 


2.19 


A 


CUH1402 


4115 


OCTANOL 


56 




3.57 


3.57 


* 


C11H1403 


4116 


OCTANOL 


10 




2.59 


2.59 




CUH1403 


4117 


OCTANOL 


10 




2.69 


2.69 


■ 


C11H1403 


4118 


OCTANOL 


10 




2.71 


2.71 




C11H1403 


4119 


OILS 


345 




0.63 


1.76 


A 


C11H158R1N203 


4120 


OCTANOL 


437 




3.46 


3.46 


■ 


C11H15CL206PI 


4121 


TOLUENE 


150 




3.28 


4.45 


A 


C11H15N101 


4122 


CHCL3 


396 


31 


2.28 


1.73 


B 


C11H15N101 


4123 


N-HEPTANE 


396 


31 


0.32 






C11H15N101 


4124 


OLEYL ALCOHOL 


390 


44 


2.77 


3.31 




CUH15N102 


4125 


l-PENT. ACETATE 


418 


3 


3.76 


3.72 




C11H15N102 


4126 


I-PENT. ACETATE 


418 


3 


3.78 


3.74 




C11H15M02 


4127 


l-PENT. ACETATE 


418 


3 


3.58 


3.52 




C11H15N102 


4128 


I-PENT. ACETATE 


418 


3 


3.08 


3.01 




C11H15N102 


4129 


HEXANE 


391 




1.09 






CUH15N102 


4130 


HEXANE 


391 




0.39 






C11H15N102 


4131 


HEXANE 


391 




0.93 






CUH15N102 


4132 


OCTANOL 


384 




2.31 


2.31 


- 


CUH15N102 


4133 


OCTANOL 


3 84 




2.40 


2.40 




C11H1SN102 


4134 


OCTANOL 


384 




2.63 


2.63 




CUH15N102 


4135 


OCTANOL 


384 




2.80 


2.80 


* 


CUH15N102 


4136 


OCTANOL 


255 




-0.36 


-0.36 




C11H15N102 


4137 


HEXANE 


391 




1.48 






C11H15N102SI 


413a 


N-HEPTANE 


370 


14 


1.17 






C11H15N103 


4139 


OCTANOL 


384 




1.52 


1.52 




CUH15N103 


4140 


HEXANE 


376 




-0. 14 






C11H15N103 


4141 


N-HEPTANE 


370 


14 


0.18 






CUH15N104 


4142 


CHCL3 


322 




-2.00 


-1.25 


N 


C11H15N505 


4143 


N-HEPTANE 


421 


44 


2.69 






C11H16CL1N1 


4144 


QCTANOL 


437 




2.92 


2.92 


m 


CUH16C1104P1 


4145 


OCTANOL 


349 




2.20 


2.20 


M 


CUH16N105P1 


4146 


OCTANOL 


437 




2.01 


2.01 


• 


C11H16NLC6P1S 


4147 


OCTANOL 


341 


60 


1.68 


1.68 




C11H16N2 


4148 


QCTANOL 


341 


60 


0.96 


0.96 




CUH16N2 


4149 


PARAFFINS 


316 




0.55 






C11H16N2 


4150 


QCTANOL 


341 


60 


1.34 


1.34 


■ 


C11H16N2 


4151 


N-HEPTANE 


419 




-0.92 






CUH16N201 


4152 


N-HEPTANE 


419 




-1.20 






C11H16N201 


4153 


N-HEPTAN6 


419 




-1.07 






CUH16N201 


4154 


N-HEPTANE 


419 




-0.25 






C11H16N201 


4155 


N-HEPTANE 


419 




-0.28 






CUH16N201 


4156 


N-HEPTANE 


419 




-0.49 






C11H16N201 


4157 


N-HEPTANE 


419 




-0.49 






CUH16N201 


4158 


HEXANE 


391 




0.12 






C11H16N202 


4159 


N-HEPTANE 


400 


14 


-3.25 






C11H16N202 


4160 


50JETHER*5C»OHF 


125 




0.82 


2.84 




C11H16N202S1 


4161 


50JETHER*50JDHF 


125 




0.52 


2.10 




CUH16N203 


4162 


50*ETHER+50»DMF 


125 




0.61 


2.32 




C11H16N203 


4163 


OILS 


345 




0.39 


1.55 


A 


C11H16N203 


4164 


HEXANE 


372 




1.02 






C11H1601 


4165 


CHCL3 


396 


31 


3.46 


2.74 


B 


C11H17N 1 


4166 


N-HEPTANE 


396 


31 


2.03 






C11H17NI 


4167 


DIETHYL ETHER 


374 




1.80 


2.44 


a 


C11H17N1 


4168 


CHCL3 


396 


31 


3.25 


2.56 


8 


C11H17N1 


4169 


N-HEPTANE 


138 




1.88 






C11H17N1 


4170 


N-HEPTANE 


396 


31 


1.59 






CUH17N1 


4171 


CHCL3 


396 


31 


2.94 


2.29 


B 


C11H17N1 


4172 


N-HEPTANE 


396 


31 


2.04 






C11H17N1 


4173 


OCTANOL 


255 




2.73 


2.73 




C11H17N1 


4174 


N-HEPTANE 


421 


44 


2.03 






C11H17NI 


4175 


XYLENE 


422 




1.81 


2.47 


B 


CUH17N1 


4176 


OCTANOL 


302 




2.29 


2.29 


■ 


CUH17N101 


4177 


CHCL3 


396 


31 


1.91 


1.41 


B 


C11H17N101 


4178 


B Perl An c 


396 


31 


—0. 04 






C11H17N101 


4179* 


UL 1 SHUL 


397 




1.16 


1.16 




C11H17N501 


4180 


Ul» 1 ANUL 


437 




2.24 


2.24 


m 


Cll H1704P1SI 


4181 


UC 1 ANUL 


437 




0. 00 


0.00 


m 


C11H1706P1S1 


4182 


nr, A Aim 
UU 1 ANUL 


65 




—3.38 


—3. 36 




C11H188R1NI 


41£3» 


UC TANUL 


65 


53 




—2. 03 


m 


C11H18BRIN1 


4184 


nrTAuni 
UL 1 ANUL 


341 


60 


1.23 


1.23 


m 


C11H18N2 


4185 


nrTi uni 
Ub I ANUL 


341 


60 


1.49 


1.49 


m 


C11H18N2 


4186 


N-HEPTANE 


400 


14 


-2.48 






CUH18N202.HB 


4187 


OCTANOL 


218 




2.98 


2.98 




C11H18N202S1 


4188 


CHCL3 


399 


1 


2.51 


2.95 


N 


C11H18N202S1 


4189 


I-PENT. ACETATE 


399 


1 


3.00 


2.94 




C11H18N202S1 


4190 


CCL4 


399 


1 


1.58 


3.21 


A 


C11H1SN202S1 


•4191 


CHCL3 


33S 


44 


2.22 


2.69 


N 


CUH18N202S1 


4192 


OILS 


442 




1.95 


2.96 


A 


C11H18N202S1 


4193 


OILS 


398 


44 


1.80 


2.83 


A 


C11H18N202S1 


4194 


BENZENE 


338 


44 


0.51 






C11H18N202S1 


4195 


N-HEPTANE 


254 




0.52 






C11H18N202S1 


4196 


N-HEPTANE 


338 


44 


0.19 






C11H18N202S1 


4197 


N-HEPTANE 


340 




0.52 






CUH18N202SI 


4198 


OCTANOL 


218 




2.24 


2.24 




C11H18N203 


4199 


OILS 


345 




0.46 


1.61 


A 


CUH18N203 


4200 


OCTANOL 


399 




2.07 


2.07 




CUH1SN203 



STYRENE»4-DIMETHYLANIN0»B-NITR0,B-METHYL 
ALL06ARB IT AL,N-M ETHYL 
AL LOBARS I T AL rN-HETHYL 
AL LDB ARB IT ALtN-M ETHYL 
AL LO BARB I TAL.N-H ETHYL 

N-ACETYL-A-HYOROXYMETHYL-B-OH-4-NITROPHENETHYL AMINE 

6-METHYLTHI0-9-B-D-RIB0FURAN0SYL-9-H-PUR INE (407741 

2-PENTANONE, 5-PHENYL 

ACETIC ACID, G-PHENYLPROPYL ESTER 

4- PHENYL BUTYRIC ACID, METHYL ESTER 

A- PHENYLVAL ER IC ACIO 

2- PHENYLVALERIC ACIO 

4- PHENYLVAL ERIC ACIO 

5- PHENYLVAL ER IC ACIO 
P-HYDR0XY8ENZ0 IC AC 10, BUTYL ESTER 
PHENOXYACETIC ACIO, 3- ISOPROPYL 
PHENOXYACET IC AC 10,4- I SOPROP YL 
PHENOXYACETIC ACI0.3-PR0PYL 
BARBITURIC ACIO, S-BUTYL, B-8R0M0ALL YL 

0,0-01 ET-O-I 2, 6-CL2-4-MESULF0NYLPHENYL I PHOSPHATE 
N- BUTYL-SAL I CYL I DENE IK INE ISCHIFF BASE) 
PHENHETRA2INE 
PHENMETRAZINE 

P-AHINOBENZOIC ACID, BUTYL ESTER 
P-AHINOBENZOIC ACID.I-BUTYL ESTER 
P-AHINOBENZOIC ACID.N-BUTYL ESTER 
P-AHINOBENZOIC ACIO, SEC-BUTYL ESTER 
P-AMINOBENZOIC AC10.T-8UTYL ESTER 
N- METHYL CARBAMATE. 3- I -PROP YLPHENYL 
N- METHYL CARBAMATE , 3, 4 , 6- TR I METHYL PHENYL 
N-METHYL CARBAHATE » 3, 4, 5-TR I METHYL PHENYL 
N-METHYL-2-I-PR0PYLPHENYLCARBAMATE 
N-METHYL-2-PROPYLPHENYLCARBAHATE 
N-HETHYL-3-I-PROPYLPHENYLCAR BAMATE 
N-HETHYL-4-I-PR0PYLPHENYLCARBAHATE 
VALERIC ACID, 2-AHIN0-5-PHENYL 

N-METHYL CARBAMATE, 3, 5-DIM6THYL, 4-HETHYLTH IOPHENYL 
P-AMINOSALICYLIC ACID.N-BUTYL ESTER 
N-METHYL-2-I-PROPO XYPHENYLCARBAHATE 
N-METHYLCARBAM I C ACID.O- I-PROPOXYPHENYL ESTER 
P-AMINOSALICYLIC ACID. 4-HYDROXYBUTYL ESTER 
1-METHYLGUANOS INE 

G- IP-CHLQROPHENYL )-PROPYLD IHETHYLAMI NE 
0. O-DI ET-O-I 3-CL-4-METHYLTHI0PHENYL I PHOSPHATE 
PHOSPH0NAT6tO-(P-N ITROPHENYL J-O-PROPYL » ETHYL 
Of 0-OIET-O-t 2-NITR0-4-METH 10 PHENYL ) PHOSPHATE 
4- INfN-OIM ETHYL )-3-PYRlDYLBUTENE-l-YLAMINE 
METHYL ANABAS INE 

4- IN-P I PER IDYL I-ANIL INE 

3- PYRI0YLETHYL-2-I N-P YRROL 101 NE ) 
UREA, ETHYL-M-PHENETYL/UNSYH/ 
UREA.ETHYL-O-PHENETYL/UNSYM/ 
UREA, ETHYL-P-PHENETYL/UNSYM/ 
UREA* N- BUTYL PHENYL- 

UREA, N-PROPYL.M-TOLYL- 
UREAi N-PROPYL ,0-TOL YL- 
UREA.N-PROPYl.P-TOLYL- 

N-HETHYL CARBAMATE. 3-M ETHYL . 4-DI METHYLAMINOPHENYL 
PILOCARPINE 

5- ALLYL-5-I-BUTYL-2-TH IOBARBI TURIC ACID/BUTHALITAL/ 
5-ALLYL-5-BUTYLBARBITURIC ACID 
5-ALLYL-5-I-PR-1-METHYLBARBI TURIC ACID 
BARBITURIC ACID, ALL YL, S-BUTYL 

PENTANOL, 5-PHENYL 

01 METHYL AMPHETAM INE 

01 METHYL AMPHETAMINE 

N-ETHYL-G-PHENYL PROPYL AM INE 

ETHYL AMPHETAM INE 

ET HYLAMPHETAMINE 

ETHYL AMPHETAMINE 

NEPHENTERHINE 

MEPHENT ERMINE 

G— PHENYL PROPYL 01 METHYL AM INE 
G-PH6NYLPRDPYL 01 METHYL AM INE 
PROPYL AMINE, N-ME»N-( 1-BENZYL) 
P- DIETHYL AMI NO BENZYL ALCOHOL 
METHYL6PHEDRINE 
METHYL EPHEDR INE 

AD EN I N E » 9- ( 1-HYORO XYM E THYL-P E N T YL ) 

0* 0— DIETHYL-O-I 4-M6THYLTHIOPHENYL) PHOSPHATE 

0, O-DI ETHYL -Q-I4-HETHYLSULF0N YLPHENYL) PHOSPHATE 

BENZYL DI METHYL ETHYL AMMONIUM BROMIDE 

HEXYLPYRIDINIUM BROMIDE 

Nf N-OI ETHYL-3-PYR I DYL ETHYL AH INE 

4- IN »N— DIMETHYL )-3-PYRIDYLBUTYLAMINE 
SPIR0-«N'-HETHYLP1PERIDYL-4 , I-N-ETSUCCINIHI0E 
BARB ITURIC AC ID, 5-ETHYL-5- I-AMYL-2-THI 0 
BARBITURIC ACIO, 5-ETHYL-5-I-AMYL-2-THI0 
BARBITURIC ACID, 5-ETHYL— 5— I-AMYL-2-THI0 
BARBITURIC ACID, 5— ETHYL— 5-1-AMYL-2-THI0 
BARBITURIC ACIO, ET,1-MEBU,2-THIO/THIOPENTAL/ 
BARBITURIC ACID, ET, 1-MEBU. 2— THIO/THIOPENTAL/ 
BARBITURIC ACIO, ET, 1-MEBU, 2- THIO/THIOPENTAL/ 
BARBITURIC ACIDt ETf l-HE8Ut 2- THIO/THIOPENTAL/ 
BARBITURIC ACIO, ET- 1-MEBU, 2- THIO/THIOPENTAL/ 
8ARBITUR IC ACID, £T, l-MEBU, 2- THIO/THIOPENTAL/ 
BARBITURIC ACID, ET, 1-HEBU, 2- THIO/THIOPENTAL/ 
BARBITURIC ACI0,5-AHYE*-5-ETHYL 

BARBITURIC ACIO, 5-AMYL-5-ETHYL 

BARBITURIC ACID, 5-ETHYL-5-I-AMYL/AM0BARB1TAL/ 
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NO. 


SOLVENT 


REF 


FOOT 








NOTE 


4201 


CHCL3 


399 


1 


4202 


OILS 


345 




4203 


BENZENE 


399 


1 


4204 


I-PENT. ACE7ATE 


399 


1 


4205 


CCL4 


399 


1 


4206 


QCTANOL 


399 




4207 


CHCL3 


399 


1 


4208 


OILS 


345 




4209 


OILS 


39a 


44 


4210 


BENZENE 


399 


1 


4211 


I-PENT. ACETATE 


399 


I 


4212 


CCL4 


399 


1 


4213 


N-HEPTANE 


340 




4214 


5O*ETHER*50»DMF 


125 




4215 


0C7AN0L 


218 




4216 


OCTANOL 


348 




4217 


CHCL3 


424 


46 


4218 


CHCL3 


424 


46 


4219 


CHCL3 


424 


46 


4220 


SEC-BUTANOL 


84 


19 


4221 


CHCL3 


424 


46 


4222 


CHCL3 


424 


46 


4223 


DIETHYL E7hER 


378 


44 


42 24 


PARAFFINS 


241 




4225 


CHCL 3 


424 


46 


42 26 


CHCL3 


424 


46 


4227 


DIETHYL ETHER 


378 


44 


4228 


DIETHYL ETKER 


378 


44 


4229 


DIETHYL ETHER 


378 


44 


4230 


DIETHYL ETHER 


378 


44 


4231 


OCTANOL 


235 




4232 


OCTANOL 


297 


46 


4233 


OCTANOL 


297 


46 


4234 


OCTANOL 


298 




4235 


CYCLOHEXAN E 


304 




4236 


CYCLOHEXANE 


304 




4237 


N-HEPTANE 


443 




4238 


N-HEPTANE 


443 




4239 


CYCLOHEXANE 


304 




4240 


CYCLOHEXANE 


304 




4241 


N-HEPTANE 


443 




4242 


N-HEPTANE 


443 




4243 


HEXANE 


317 




4244 


HEXANE 


317 




4245 


N-HEPTANE 


443 




4246 


N-HEPTANE 


443 




4247 


CYCLOHEXANE 


141 




4248 


OCTANOL 


283 




4249 


OCTANOL 


218 




4290 


CYCLOHEXANE 


304 




4251 


CYCLOHEXANE 


304 




4252 


OCTANOL 


218 




4253 


CYCLOHEXANE 


141 




4254 


CYCLOHEXANE 


141 




4255 


CYCLOHEXANE 


304 




4256 


OCTANOL 


309 




42 57 


N-HEPTANE 


443 




42 58 


OCTANOL 


141 




4259 


CYCLOHEXANE 


141 




4260 


OCTANOL 


56 




4261 


N-HEPTANE 


443 




4262 


OCTANOL 


283 


74 


4263 


OCTANOL 


283 




4264 


OCTANOL 


56 




4265 


OCTANOL 


309 




4266 


OCTANOL 


428 




4267 


CYCLOHEXANE 


304 




4268 


CYCLOHEXANE 


304 




4269 


CYCLOHEXANE 


304 




42 70 


CYCLOHEXANE 


141 




4271 


CYCLOHEXANE 


304 




4272 


CYCLOHEXANE 


304 




4273 


OCTANOL 


10 




4274 


CYCLOHEXANE 


304 




4275 


CYCLOHEXANE 


304 




4276 


CYCLOHEXANE 


304 




4277 


CYCLOHEXANE 


304 




4278 


CYCLOHEXANE 


141 




4279 


CYCLOHEXANE 


141 




42 80 


CYCLOHEXANE 


304 




4281 


CYCLOHEXANE 


141 




4282 


CYCLOHEXANE 


304 




4283 


CHCL3 


444 


30 


4284 


OCTANOL 


56 




4285 


OCTANOL 


276 




4286 


CYCLOHEXANE 


445 




4287 


CYCLOHEXANE 


133 




4288 


OCTANOL 


141 


26 


42 89 


CYCLOHEXANE 


141 




4290 


OCTANOL 


186 




4291 


OCTANOL 


10 




4292 


OCTANOL 


141 


26 


4293 


CYCLOHEXANE 


141 




4294 


CYCLOHEXANE 


304 




4295 


CYCLOHEXANE 


141 




4296 


OCTANOL 


2 76 




42S7 


OCTANOL 


235 




4298 


CHCL3 


444 


30 


4299 


CYCLOHEXANE 


304 




4300 


CHCL3 


444 


30 



LOGP 


LOGP 




EMPIRICAL 


SOLV 


OCT 




FORMULA 


1.73 


2.24 


N 


C1LH18N203 


0. 46 


1.61 


A 


CUH1SN203 


0.72 


2.10 


A 


CUH18N203 


2.13 


2.03 




CUH18N2C3 


0.34 


2.22 


A 


C11H18N203 


2.03 


2.03 


i 


CUH18N203 


1.38 


1.90 


N 


CUH18N203 


0.64 


1.77 


A 


C11H18N203 


0.76 


1.88 


A 


C11H18N203 


0.51 


1.90 


A 


C11H18N203 


2.03 


1.93 




C11H18N203 


-0.03 


1.80 


A 


C11H18N203 


-1.30 






C11H18N203 


0.53 


2.12 




CUH18N203 


0.35 


0.35 




CUH18N204 


0.89 


0.89 


■ 


C11H19N102 


-3.20 






C11H20I1N102 


-3.71 






C11H20IIN102 


-3.09 






C11H20I1N102 


-1.31 


-2.34 




C11H21N505 


-3.28 






C11H22I 1N102 


-3.09 






C11H22I1N102 


-1.06 


-o.o't 


8 


C11H22N203 


1.08 






C11H22N2SI 


-2.70 






CUH24I INI 


-2.52 






C11K24I 1N1 


-0.12 


0.83 


B 


C11H24N202 


-1.02 


0.04 


B 


C11H24N202 


-0.73 


0.30 


B 


C11H24N202 


-1.07 


0.00 


B 


C11H24N202 


1.68 


1.68 




C11H2402SN1 


-1.07 


-1.07 


= 


C11H26I1N1 


-2.19 


-2.19 




C11H26UN1 


4.24 


4.24 


m 


C11H26SU 


1.96 






C12H6F2N2 


1.96 






C12H7CLIN2 


0.81 






C12H7CL2N1S1 


0.83 






C12H7CL2N1S1 


1.80 






C12H7F1N2 


I. 01 






C12H7N302 


3.60 






C12H88R1N1S1 


3.32 






C12H8CL1N1S1 


5.00 






C12HBCL6 


4.56 






C12H8CL601 


3.61 






C12H8F1N1S1 


3.95 






C12H8UN1S1 


1.87 






C12H8N2 


1.83 


1.83 


m 


C12H8NZ.H2D 


2.84 


2.84 


m 


C12H8N2 


1.02 






C12H8N202 


1.35 






C12H8N202 


4.12 


4.12 




C12H801 


0.67 






C12H803 


1.12 






C12H804 


3.60 






C12H9CL2N102 


3.29 


3.29 


* 


C12H9N1 


-1.09 






C12H9N101S1 


1.29 


1.29 




C12H9N103 


0.13 






C12H9N103 


4.15 


4.15 


■ 


C12H9N1SI 


3.38 






C12H9N1S1 


0.41 


0.41 




C12H9NA101 


0.22 


0.22 




C12H9NA101 


4.09 


4.09 




C12H10 


3.16 


3.16 




C12H10 


4.04 


4.04 


m 


C12H10 


2.97 






C12H10CL1N102 


3.54 






C12H10CL1N1O2 


3.55 






C12H10CL1N102 


1.24 






C12H10CL1N102 


2.18 






C12H10CL202 


2.75 






C12H10F1N1O2 


3.82 


3.82 


m 


C12H10N2 


2.55 






C12H10N2 


2.23 






C12H10N201 


2.55 






C12H10N201 


2.70 






C12H10N201 


1.05 






C12H10N202 


2.02 






C12H10N2O2 


1.08 






C12H10N202 


-1.30 






C12H10N203 


1.74 






C12H10N2O4 


1.91 


2.38 


N 


C12H10N4C6SI 


4.21 


4.21 




C12H1001 


4.36 


4.36 




C12H1001 


1.94 






CI2H1001 


0.98 






C12H1001 


2.49 






C12H1002 


2.70 






C12H1002 


2.40 


2.40 




C12H1002S1 


2.53 


2.53 




CI2H1003 


2.14 






C12H10O3 


2.31 






C12H1003 


0.45 






C12H1004 


1.09 






C12H1004 


3.47 


3.47 




C12H10S1 


4.45 


4.45 




C12H10S1 


2.16 


2.62 


N 


CL2H11BR1N202S1 


1.82 






C12HU8R102 


1.97 


2.44 


N 


C12H11CL1N202S1 



NAME 



BARBITURIC ACID. 5-ETHYL-5-I-AMYL/AM08ARBITAL/ 
BARBITURIC ACID, 5-ETHYL-5- I-AMYL/AH08ARB I TAL/ 
BARBITURIC ACID, 5- ETHYL- 5-I-ANYL/AH08ARB I TAL/ 
BARBITURIC ACID, 5-ETHYL-5-I-AMYL/AM08AR8ITAL/ 
BARBITURIC ACID, 5-ETHYL-5-I-AHYL/AH0BARBITAL/ 
BARBITURIC ACID, 5-ET-5-I t-MEBUI /PENTOBARBI TAL 
BARBITURIC ACID, 5-ET-5-1 l-MEBUI/PENTOBARBI TAL/ 
BARBITURIC ACID,5-ET-5-( 1-MEBUI /PENTOBARBI TAL/ 
BARBITURIC ACID, 5-ET-5-I l-ME 8UI /PENTOBARBI TAL/ 
BARBITURIC ACID, 5-ET-5-I 1-ME8U I /PENTOBARBI TAL/ 
BARBITURIC ACI 0, 5-ET-5-I 1-MEBU i /PENTOBARBI TAL/ 
BARBITURIC ACID, 5-ET-5-I 1-MEBU) /PENTOBARBI TAL/ 
BARBITURIC ACID, 5-ET-5-I 1-MEBUI /PENTOBARBI TAL/ 
BARBITURIC ACID, 5-ET-5-I 1-MEBU) /PENTOBARBI TAL/ 
BARBITURIC ACID, 5-ETHYL-5I 30H-1-METHYLBUTYL) 
N-HEXANOYLCYCLOBUTANEC AR BOX AMIDE 
N-METHYL- I -QU INUCL IDIN0L-3-ACETATE METHIOOIOE 
TROPINYL AC ETATE-METH IODIDE /TRANS/ 
TROPINYL ACETATE-METHIODIDE/CIS/ 
ARGINYL GLUTAMIC ACID 

I, 2, 6-TRIMETHYL-4- ACETYL PIPERIDINE ME TH IODIDE 
1, 3, 5-TRIHETHYL-4- ACETYL PIPERIDINE METHIOOIOE 
MORPHOL INOFORM IC ACID.DIETAMINOETHYL ESTER 
N-OCTYL ETHYL ENETHIOUREA 

1,2.2,6,6-PENTAMETHYLPIPERIOINE METHIODIDE 

1,3,3,5,5-PENTAMETHYLPIPERIDINE METHIODIDE 

N-BUTYLCAR8AHIC ACID.DIETAMINOETHYL ESTER 

N-T-BUTYLCARBAHIC ACID.DIETAMINOETHYL ESTER 

N.N-DIETHYLCARBAM1C ACID.DIETAMINOETHYL ESTER 

N-SEC-BUTYLCARBAM1C ACID.DIETAMINOETHYL ESTER 

TR IPROPYLT IN ACETATE 

TR IMETHYL-OCTYL-AMMDN I UM IODIDE 

TR IPROPYL-ETHYL-AMMON IUM IODIDE 

SILANE, OCTYL-TR I METHYL 

MALONONITRILE, 2, 6-D 1 FL UOROCINNAMAL 

MALDNONITRILE, 2-CHLORDCINNAHAL 

PHEN0THIA2INE,2,7-DICHL0R0 

PHENOT HI AZINE, 3, 7-DICHL0R0 

MALONONITRILE, 2- FL UOROCINNAMAL 

MALONONITRILE, 2-N ITROC INNAMAL 

PHENOTHIAZINE, 3-BR0M0 

PH ENOTHIAZINE, 3-CHL0R0 

ALDRIN 

DIEL DRIN 

PHENOT HI AZINE. 3- FLUORO 
PHENOTHIAZINE. 3-IODO 
MALONONITRILE. CINNAHAL 
0-PHENANTHROL INE HYDRATE 
PHENAZINE 

MALONONI TRIL E.4-METH0XYCARB0NYLBENZAL 
MALON0NITRILE.2-METHOXYCAR8ONYLBENZAL 
DIBENZOFURAN 

1, 4-NAPHTHOQU INON E , 2- AC 6 TYL 

I, 4-NAPHTHOQU INONE , 2-H ETHOXYCAR BON YL 

ETHYLCYANO ACETATE i 2 , 6-D ICHLORDB ENZ AL 

CARBAZOLE 

PHENOTHIAZINE, 3- HYDROXY 
1,4-NAPHTHOOUINONE, 2-ACETAHIDO 
1. 4-NAPHTHOQU INONE. 2- AC ETA MI DO 
PHENOTHIAZINE 
PHENOTHIAZINE 

SODIUM P-PHENYLPHENOXIDE (PKA«9,51) 

SODIUM P-PHENYLPHENOXIDE I PKA«9. 51 :PH= 12 . 7 1 

BI PHENYL 

BI PHENYL 

DI PHENYL 

ET HYLCY ANOACETAT E, 2-CHLOROBENZAL 

ETHYLCYANO ACETATE, 3-CHLOROBENZAL 

ETHYLCYANO ACETATE, 4-CHL0R0BENZAL 

1, 4-NAPHTHO0UINONE,2-CHL0RO,3-DIME THYLAMIND 

ACETYL ACETONE, 2, 6-0ICHLOR0-BENZAL 

ETHYLCYANO ACETATE, 3-FLUR08ENZAL 

AZOBENZENE 

MALONONITRILE, 2-ETHYLBENZAL 
MALONONI TRUE, 4- ETHOXYBENZAL 
MALONONITRILE, 3- ETHOXYBENZAL 
MALONONITRILE, 2-ETHOXYBENZAL 
MALONONITRILE, 3,4-DIMETHOXYBENZAL 
MALONONITRILE, 2, 4- DIM ETHOXYBENZAL 
MALONONITRILE, 3, 4- DIM ETHOXYBENZAL 
l,4-NAPHTH0aUINONE,2-AMIN0,3-ACETAMINO 
ETHYLCYANOACETATE. 3-NI TROBENZAL 
Nl-( 3, 5-DINITROPHENYL 1 SULFANILAMIDE 
DI PHENYL ETHER 
DIPHENYLETHER 
0- PHENYL PHENOL 
P-PHENYL PHENOL 

1,4-NAPHTHOOUINONE. 6,7-DIMETHYL 

1, 4-NAPHTHOQU INONE, 2, 3-D IMETHYL 

SULFONE.OIPHENYL 

ACETIC ACID.2-NAPHTHYL0XY 

1 , 4-NAPHTHOQU INON E.2-METHYL-3-METH0XY 

1, 4-NAPHTHOQU INONE, 2-M ETHYL, 3- ME THOXY 

COUMAR IN-3-CARB0XYL IC ACID, ETHYL ESTER 

1 , 4-NAPHTHOQU INONE . 2, 3-0 IME THOXY 

DIPHENYLSULFIOE 

0IPHENYLSULF10E 

Ni-( 3-BROMOPHENYL ) SULF AN I L AM IDE 
ACETYLACETONE, 4-BR0M0-BENZAL 
N1-I3-CHL0R0PHENYL I SUL FAN I L AM 10 E 
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NO. SOLVENT REF FOOT 

NOTE 



4301 


ITlLUnCAAnC 






4302 


LTLLUnCAArlC 


304 




4303 


i-vn nucvtut 
LTLLUHt AflflC 








rvn nuciAMF 


304 




4305 




444 


30 


4306 


P AS AFP 1 MS 
r«fs**rr til j 


316 






D A 0 AFP TM< 
rMRcrr ins 


316 




4306 


PARAFFINS 


316 






nfT audi 


276 




43 10 




309 




43 11 


OCTANOL 


235 




43 12 


V ■ wLUnGn Mil C 


141 






rvn nuFVAN p 


304 




43 14 


HEXANE 


391 




43 15 


nr t Awni 


384 




43 16 


nCTANQL 


384 




4317 


01 ETHYL ETHER 


113 




4316 


CHCL3 


113 




43 19 


HEXANE 


376 




4320 


BENZENE 

D tilt cue 


72 




4321 


CHCL3 


444 


30 


4322 


CHCL 3 


444 


30 


4323 


nr t Auni 


21B 




4324 


QCTANOL 


65 


46 




CHCL3 


444 


30 


43 26 


nrTAWni 


80 




4327 


CHCL 3 


399 


I 


4328 


OILS 


82 




4329 


OILS 


345 




4330 


OILS 


396 


44 


43 3 1 


B CU 7CUC 


399 


1 


43 32 


1 — PPMT Af FT ATP 


399 


J 


A.41 9 


CCL4 


399 


l 


43 34 


ni PVl At ffiMfll 
UL til. ALUUnUL 


82 




4335 




125 


*9 


4336 




304 




4337 


CYCLOHEXANE 


304 




43 3B 


DIETHYL ET^R 


414 




4339 


N— r CP 1 ANfc 


441 




4340 


N-HEPTAN6 


441 




4341 


0CTAN0L 


206 




4342 


CYCLOHEXANE 


446 




4343 


CYCLOHEXAN E 


14 1 




4344 


QCTANOL 


235 




4345 


0CTAN0L 


283 


65 


4346 


QCTANOL 


65 


46 


4347 


OILS 


447 




4348 


OILS 


382 


24 


4349 


OILS 


382 


24 


4350 


N-MtrlANt 






*• 391 




125 




43*2 


tivLunt H AN c 


304 




4353 


H I XED SOLVJ1 


433 




4354 


nr TANfll 


56 




4355 


01 ETHYL ETHER 


113 


19 


4356 


CHCL 3 


343 


2 


4357 


CHCL3 


L13 


1 5 


4358 


RFN7 PMP 


343 


2 




t _ p cut Ar CTATF 


343 


2 


4360 




343 


2 


4361 


nfTANOL 


393 


63 


4362 


HI PTUVI PTb-PD 


113 


15 


4363 




343 


2 


4364 


CHCL3 


113 


15 


4365 


CHCL3 


393 


63 


4366 


CHCL 3 


415 


44 


4367 


BENZENE 


343 


2 


4368 


I-BUTANOL 


130 


13 


4369 


I- PENT* AC ETATt 


343 


2 


4370 


CCL4 


343 


2 


4371 


N-HEPTANE 


415 


44 


4372 


QCTANOL 


393 


63 


4373 


CHCL3 


343 


2 


4374 


CHCL 3 


393 


63 


4375 


BENZENE 


343 


2 


4376 


I-BUTANOL 


130 


13 


4377 


I-PENT. ACETATE 


343 


2 


4378 


CCL4 


343 


2 


4379 


QCTANOL 


134 




4380 


QCTANOL 


10 




4381 


CHCL3 


194 




4382 


QCTANOL 


438 




4383 


QCTANOL 


438 




4384 


OCTAN0L 


438 




4385 


HEXANE 


376 




4386 


CYCLOHEXANE 


141 




4387 


HEXANE 


391 




4388 


CYCLOHEXANE 


141 




4389 


CYCLOHEXANE 


141 




4390 


CYCLOHEXANE 


141 




4391 


CYCLOHEXANE 


141 




4392 


CYCLOHEXANE 


141 




4393 


0CTANOL 


438 




4394 


QCTANOL 


438 




4395 


0CTAN0L 


438 




4396 


OCTANOL 


438 




4397 


QCTANOL 


438 




4396 


OCTANOL 


438 




4399 


HI XED SOLVfl 


433 




4400 


OILS 


447 





LOGP 


LOGP 




PHP I R I C AL 




OCT 




FDR Mill A 


1* 67 






r i ? hi 1 n i \o? 








r i ?mi i r i l ft? 


1*99 






r i ? mi i r i in? 


0* 95 






r i ? hi l f i n? 


2*47 


2.71 




C12H1 11 1N202S 


2* 10 






C12HHN1 


1* 67 






r i ? hi l n i 


1* 74 






C12H11N1 


3* 34 


3 a 34 




C12H11N1 


3 * 22 


3.22 


m 


C12H1 1N1 


3, so 


3*50 


m 


C12H11N1 


2* 63 






C12H11N102 


2* 59 






C12H1 IN102 


0*42 






C12H11N102 


2. 36 


2*36 




C12H11N102 


2* 56 


2 a 56 




CL2H11N102 


2,62 


2.41 


A 


C12H11N102S1 


2,87 


3*29 


N 


C12H11N102S1 


It 96 






C12H11N102S1 


3. so 


2*98 


B 


C12H1 1N3 


2,44 


2* 88 


N 


C12H1 1N304S1 


la 52 


2.02 


N 


C12H1 1N304S1 


0*98 


0.98 




C12H11N7 


-2*62 


-2. 62 




C12H12BRLN1 


1.45 


1 . 96 


N 


C12H12N202S1 


1*42 


1.42 




C12H12N203 


0,65 


1 .20 


N 


C12H12N203 


0, 23 


1 .43 


A 


C12H12N2Q3 


0,13 


1*37 


A_ 


C12H12N203 


o. 00 


1* 19 


A 


C12H12N203 


-0« 01 


1.40 


A 


C12H12N203 


1*54 


1.42 




C12HL2N203 


-0a 63 


1*31 


A 


C12H12N203 


0*78 


1*34 




C12H12N203 


•0, 07 


0.62 




C12H12N203 


— la 63 






C12H12N2Q3 








CM HI 902 

wife nl6U4 


0* 87 


0. 87 




f 1 9 Ht 9f)*i 


"2a 13 






ri 9HI *ri 1 N9 

VltnlJVL 4 PI* 


"Z* 30 






r 1 9 Hi IP 1 N2 
Vlcnl Jr in* 


4a27 


4*27 




r 1 9 HI IF^LN? 


— 0 • 62 






r i 9Ht lutnt 


"X Art 
J a OU 






f 1 9HI IN 1 n? 


2* 14 


9 1 A. 
til 1 * 




r 1 9H1 1 W 1 f19 ^ 1 


la 49 


1 • 49 




r 1 9 H I %UM? 


-2a 52 


—2* 52 




ri 9M1&RCM Ml 


— 0*03 






T 1 9 Hi 4RR 1 NI 


5« 51 


6* 20 


A 


r i 9 ul a. T9n% 


2. 76 


5 * 1 U 




r 1 9Wi a> ! ?nA 


" la 99 






r 1 9H1 A.M9 


0*13 


1*12 




CL2H14N2Q4 


-2a 81 






C12H14N204 


-2a 70 






C12H14N205 


0a 2 7 


0.27 


X 


C12H14N402S1 


-0a 06 


0.06 


A 


C12H14N402S1 


0a 73 


0.39 


B 


C12H14N402S1 


0, 66 


0*33 


B 


C12H14N402S1 


-0,43 


0.03 


B 


C12H14N4Q2S1 


0. 56 


0*40 




CL2H14N402S1 


-1*35 


0* 72 


A • 


C12H14N402SI 


-0* 30 


-0*30 


■ 


C12H14N402S1 


-1*06 


0* 71 




C12H14N402S1 


-0a 55 


0,09 


H 


C12H14N402S1 


-0.69 


-0*04 


N 


C12H14N402S1 


—0*35 


—0. 33 




C12H14N402S1 


-0. 52 


0. 12 




C12H14N4Q2S1 


— 1 a 21 


0,18 


A 


C12H14N402S1 


1* 74 


1 * 94 




r 1 7 Hl4>M«VD9S 1 


— 0* 40 






r 1 9 mi tH^nj <; i 


— la 89 


0*25 


A 


ri 7ui iWin?<; i 


-3a 85 








la 56 


1 • 56 


"! 


Ul* ni* t n*>U*r > J 


1.49 


2* 01 


fi 


riiui /Midi c i 


1*31 


1*31 


B 


t Ac H4 , *ri , »0 l r5 J 


0*70 


2*08 


A 


^ 1 Ll 1 A UA DA C 1 


2«48 


2*93 




C L*nl 4N»*U** a I 


1* 89 


1.78 




C12H14N4045 I 


-0*63 


1*31 


A 


C12H14N404S 1 


1*73 


1*73 




C12H14N501 


2*67 


2. 67 


■ 


C12H1403 


-0.60 


0.67 


A 


C12H1404 


0.26 


0.26 


■ 


C12H15CL106 


0.27 


0.27 


■ 


C12H151106 


0.75 


0.75 


a 


C12H15I106 


0.92 






C12H15N102 


3.52 








2.20 






C12H15N102S1 


2.17 






CUH15N104 


2.68 






C12HiSN104 


2.68 






CUH15N1CH 


3*22 






C1ZH15N10* 


2*24 






C12HISN104 


-0.59 


-0*59 




C1ZH15N108 


-0.39 


-0.39 


■ 


C12H15N10S 


-0.76 


-0.78 




CI2H15N108 


-0,51 


-0.51 




C12HiSNl08 


-0.44 


-0.44 




C12H15N108 


-0*18 


-0.1B 




C12H1SN108 


-0. 82 






C12H15N30* 


-0.02 


1.23 


A 


C12H16BR1N102 



NAME 



ACETYL ACETONE. <i-CHL0R0-BENZAl 
AC ETYL ACETONE. 3-CHLORO-8ENZAI 
ACETYL ACETONE. 2-CHLORO-BENZAL 
ACETYL ACETONE. 4-FLU3R0-BENZAL 
NI-O-10B0PH6NYL) SULFANILAMIDE 

2- AMIN0BIPHENYL 

3- AM1N0BIPHENYL 

4- AMINOB I PHENYL 
DIPHENYL AMINE 
DIPHENYL AMINE 
01 PHENYL AMINE 

8ENZALCYAN0ACETIC ACID. ETHYL ESTER 
BEN2ALCYAN0ACETIC ACID. ETHYL ESTER 
N- METHYL CARBAMATE , 1-NAPHTHYL 
N-HETHYL-A-NAPHTHYLCARBAMATE 
N-METHYL-B-NAPHTHYLCARBAMATE 
BENZENESULFANIL AMIDE 
BEN2ENESULFANILAMIDE 

N— ME-N- ACETYL CAR BAM IC ACID.*-BENZ0THIENYL ESTER 

P-AM1N0AZ0BENZENE 

N1-I3-N1TR0PHENYL) SULFANILAMIDE 

Nl-U-NITRDPHENYL) SULFANILAMIDE 

PTERIDINE,2.*,7-TRIAMIN0--6-PHENYL 

BENZYLPYRIDINIUM BROMIDE 

Nl-PHENYLSULF ANILAMIDE 

BARBITURIC ACID. 5-ETHYL-5-PHENYL/PHENOBARBITAL/ 
BARBITURIC ACID, 5-ETHYL-5-PHENYL/PHEN0BARBITAL/ 
BARBITURIC ACID, 5-ETHYL-5-PHENYL/PHENOBARBI TAL/ 
BARBITURIC ACID, 5-ETHYL-5-PHENYL/PHENOBARBITAL/ 
BARBITURIC ACID, S ETHYL-5-PHENYL/PHEN0BARBITAL/ 
BARBITURIC ACID, S-ETHYL-6-PHENYL/PHEN0BARBITAL/ 
BARBITURIC ACID, 5-ETHYL-5-PHENYL/PHENOBARBITAL/ 
BARBITURIC ACID, 5-ETHYL-5-PHENYL7PHEN0BARBITAL/ 
BARBITURIC ACID, 5-ETHYL-S-PHENYI/PHEN0BAR8I TAL/ 
BARBITURIC ACID, 5-ETHYL-S-PHENYL/PHENOBARBITAL/ 
CYAN0ACETAM IDE. 3. 4-DIMETH0XYBEN2AL 
AC ETYL ACETONE, BENZAL 
ADIPIC ACID, A-KET0-G-P HEN YL 

8- CHL0RO-9-METHYLTETRAHYDR0-B-CARB0LINE 
6-FLUOR0-9-METHYLTETRAHYDRO-B-CARB0LINE 
BENZ IMIDAZOLE, 5-BUTYL-2-I TRIFLUDROMETHYL I 
N-CYCL0PROPYLCINNAMAMIDE 

1- CYCL0HEXENE,4-NITR0,5-PHENYL 
VITAVAX 

IS0CARB0XAZIDE 

N-PRDPYL0UINOLINIUM BROMIDE 

A-BROH0-1-VALERYL-SAL ICYLAMIDE 

BENZOIC ACID,4-DH,3,5-DI-I0D0,AMYL ESTER 

BENZOIC ACID.'i-OH.S.S-OI-IODO.E-OH-AMYL ESTER 

9- METHYLTETRAHYDR0-8-CARBOLINE 

5- FURFURYL- 5- I -PROPYL BARBITURIC ACID/D0RM0VIT/ 
MAL0NAM1DE, 2, 4-D IMETHOXYBENZAL 

BARBITURIC ACID, 1-CARB0XYM6THYL-5, 5-DI ALLYL 

SULFAMETHAZINE 

SULFAMETHAZINE 

SULFAMETHAZINE 

SULFAMETHAZINE 

SULFAMETHAZINE 

SULFAMETHAZINE 

SULFAMETHAZINE 

SULFISCHIDINE 

SULFISOMIDINE 

SULFISCHIDINE 

SULFISOMIDINE 

SULFISDMIDINE 

SULFISOMIDINE 

SULFISOMIDINE 

SULFISOMIDINE 

SULFISOMIDINE 

SULFISOMIDINE 

SULFISOMIDINE 

SULFAD IMETH0XINE 

SULFADIMETHOXINE 

SULFAD IMETH0XINE 

SULFADIMETHOXINE 

SULFADIMETHOXINE 

SULFADIMETHOXINE 

SULFADIMETHOXINE 

3-PHENYL AMI N0-4-AM IN0-6- I-PR- 1 , 2 ,4-TRl AZ INE-5-0NE 

2- 15,6, 7, 8-TETRAHYDRONAPHTHYlOXY-IACETIC ACID 
ADIPIC ACID. 8-PHENYL 

GLUC0PYRAN0S I DE,4-CHL0R0PHENYL (BETA) 
GLUCOPYRANQSIDE,2-I0D0PHENYL (BETA) 
GLUCOPYRANQSI DE, 4- IQDD PHENYL (BETA) 

N-MECARBAMIC ACID, 5,6, 7,8-TETRAHYDRO-l-NAPHTHYL ESTER 
STYRENE,4-I-PR0PYL,B-NITR0,B-HETHYL 

N— METHYL CARBAMATE, N- ACETYL. 3- ME-4-METHVLTHI 0PHENYL 
ST YRENE. 3, 4-0IHETH0XY, B-N1TR0.B-ETHYL 
STYRENE, 2, 4-DIMETHOXY, 8-NITRO.B-ETHYL 
ST YRENE, 2, 5-DIMETH0XY, B-NI TR0,B— ETHYL 
STYRENE, 2, 3-DlMETH0XY,B-NITR0,B-ETHYL 
STYREN E, A— HYDROXY, 3-ETH0XY ,B-NI TR0 ,B-E THYL 
GALACTOPYRANOSIDE, 4-NI TR0PHENYL (BETA) 
GLUCOPYRANOS I DE, 4-N1TR0PHENYL I ALPHA ) 
GLUC0PYRAN0S I0E,2-NITR0PHENYL ( BETA) 
GLUCOPVRANOSIDE, 3-NITR0PHENYL (BETA) 
GLUC0PYRAN0SI0E, 4— NITROPHENYL ( BETA I 
MANNOPYRANOS IDE, 4-NITROPHENYLI ALPHA ) 
BARBITURIC ACID, l-CARB AM VLMETHYL-5, 5-01 ALLYL 
A- BR0NO- 1-VAL ERYL-O-AN 1SIDINE 
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NO. SOLVENT REF FOOT 

NOTE 



4401 


Fl—tltr 1 AKC 


416 


14 






396 


31 


4403 


u u cot auc 
N-Htr I ANc 


138 




4404 


■i utOT 111 f 

N— nfcr T AN t 


396 


3 1 




CCt-4 


306 




4406 


CCL4 






4407 


UL 1 ANUL 


341 


60 


4408 


CHCL3 




65 


4409 


CHCL3 


its 


65 


4410 


OCTANOL 


218 




44 11 


CA*cTuCBit mnuc 
90 *C 1 MtK*3U*Unr 


125 




44 12 


UL 1 ANUL 


218 




4413 


CHCL 3 




Z 


44 14 


I-PENT. ACETATE 


399 


1 


4415 


CCL4 


399 


1 


44 16 


9w*)C I nEK+SU*UBr 


125 


12 


4417 


SEC-BUTAN0L 


84 


1 9 


4418 


OILS 


361 




44 19 


nr t audi 
UL 1 ANUL 


10 




4420 


nr TAum 
1 ANUL 


10 




4421 


net hum 

UL t ANUL 


10 






OCTANOL 


438 




4423 


nr FT H Yt FTt- Ffi 


3 




4424 


nr t Auni 

1 ANUL 


43B 




4425 


t-BIITAMni 






4426 


7U*e i ncntju *unr 


125 








396 


3 1 


4428 


W-UFBTAW F 
N— fi Crl AN c 




31 


4429 


[•OCUT AC FT ATF 


418 


3 


4430 


/II CMI II I" n Lfll 

OLEYL ALCOHOL 


390 


44 


4431 


HEXANE 






4432 


HEXANE 


391 




4*33 


HEXANE 


391 




4434 


HEXANE 


391 




4435 


OCTANOL 


384 




4436 


OCTANOL 


384 




44 37 


OCTANOL 


384 




4438 


OCTANOL 


3S4 




4439 


OCTANOL 


384 




4440 


OCTANOL 


384 




4441 


OCTANOL 


384 




4442 


OCTANOL 


384 




4443 


OLEYL ALCOHOL 


142 




4444 


N-hEPTANE 


370 


14 


4445 


OCTANOL 


384 




4446 


N-HEPTANE 


370 


14 


4447 


OCTANOL 


438 




4448 


OCTANOL 


438 




4449 


OCTANOL 


341 


60 


4450 


N-HEPTANE 


400 


14 


4451 


N-HEPTANE 


419 




4452 


N-Hfcr i ANc 


4 19 




4453 


OCTANOL 


449 




4454 


OILS 


449 




4455 


XYLENE 


449 




4456 


0I-BUTYL ETHER 


449 




4457 


CHCL3 


399 


1 


4458 


1-PENT. ACETATE 


399 


1 


4459 


CCL4 


399 


I 


4460 


OCTANOL 


218 




4461 


OLEYL ALCOHOL 


142 




4442 


CHCL3 


399 




4443 


I-PENT. ACETATE 


399 


1 


4464 


CCL4 


399 




4465 


50tETHER+50tCHF 


125 




4466 


PR In • r cNT ANUL 5 


181 


10 


4467 


CHCL3 


396 


3 1 


4468 


N-HEPTANE 


396 


31 


4469 


DIETHYL ETHER 


374 




4470 


CHCL 3 


396 


31 


4471 


N-HErTANc 


1 38 




4472 


N-hEPTANE 


396 


31 


4473 


CHCL3 


396 


31 


4474 


N-hEPTANE 


396 


31 


4475 


OCTANOL 


227 




4476 


OCTANOL 


437 




4477 


OCTANOL 


437 




44 78 


OCTANOL 


255 




4479 


OCTANOL 


341 


60 


4480 


OCTANOL 


341 


60 


44ei 


CHCL 3 


322 




4482 


OILS 


442 




4463 


CHCL3 


399 


1 


4464 


I-PENT. ACETATE 


399 


1 


4485 


CCL4 


399 


1 


4486 


DIETHYL ETHER 


3 




4487 


OILS 


2 




4488 


PRIM. PENT ANOL S 


263 




4489 


OCTANOL 


438 




4490 


I-BUTANOL 


4 




4491 


I-euTANOL 


4 




4492 


OCTANOL 


260 




4493 


DIETHYL ETt-ER 


378 


44 


4494 


OCTANOL 


218 


26 


4495 


N-HEPTANE 


139 


31 


4496 


SEC-BUT ANOL 


84 


19 


4497 


OCTANOL 


268 


32 


4498 


N-8UTAN0L 


450 




4499 


OCTANOL 


218 




4500 


DIETHYL ETrER 


2 





LOfJP 


L0GP 




EMPIRICAL 


S0LV 


OCT, 




FORMULA 


la 12 






C12H16CL1N103 


3,22 


2.53 


B 


C12H16F3N1 


2, 74 






C12H16F3N1 


2. S3 






C12H16F3N1 


0,20 


2*02 


A 


C12H161 1N1Q4S1 


0* 09 


1*92 


A 


C12H16I 1N104S 1 


1.49 


1.49 


■ 


C12H16N2 


-1.22 






C12H16N202 


0. 74 






C12H16N202 


1*20 


1*20 




C12H16N203 


0. 1 5 


1.17 




C12H16N203 


la 49 


1.49 


■ 


C12H16N203 


2a 1 1 


1.58 


e 


C 12H16N203 


1 a 86 


1.75 




CI 2H16N2Q3 








C 1 7H1 fcN?m 


0a 46 


1.95 




C12H16N203 


—2* 05 


-3.3B 




iitniQiiouj 


1,25 


2.40 A 


r 1 2 HI 602 


3a 18 


3.18 


* 


C12H1603 


3a 12 


3.12 


* 


C12H1603 


2a 96 


2.96 


■ 


C12H1603 


— 0* 71 


-0.71 


w 


C12H1606 


-3. 13 


-2.62 


A 


C12H1607 


-1.35 


-1.35 


■ 


C12H1607 


-0. 55 


-1.28 




C12H1607 


0. 46 


la 95 




C12H17BR1N203 


3a 38 


2*66 


B 


C12H17NL01 


0.95 






C12H17N101 


4*41 


4*40 




C12H17N102 


3.24 


3.78 




C12H17N102 


l< 79 






C12H17N102 


la 56 






CL2H17N102 


la 54 






C12H1 7N102 


la 48 






C12H17N102 


2a 76 


2*78 


■ 


C12H17N102 


2*65 


2.65 


■ 


^i e n, i n 1U4 


3a 1 1 


3*11 


* 


CienWniue. 


3a 10 


3*10 


■ 


C12H17NL02 


2 a 84 


2.84 


■ 


Li e nl / N lUe 


2*93 


2*93 


• 


C12H17N102 


3a 20 


3.20 


■ 


Clem In IU4 


3 a 06 


3*06 


* 


C12H17N1U2 


1 .47 


2.02 




C12H17N10Z 


la 32 






C12H17N103 


2 a 96 


2.96 


■ 


Lleni l Ti 


0.28 






f 1 9 Ul TM 1 fli. 
Lienl ffiiU't 


-2*67 


-2,67 




Lit HI fNLUo 


" 1 4 23 


-1.23 




Lit Hi frllUO 


1 a 66 


1.66 


* 


Lie nlorte 


- 1« 40 






Ll.cnloftcUl .MLL 


0a 35 






r i 7 m ft w?ni 

If A £ ni OltbUl 


0a 12 






C12H18.N201 




1*95 


■ 




0. 90 


2.01 


A 




la 38 






C12H1S.N2C2 


1 • 01 






n 7 mi flN7n? 
Lie ni o iieue 


2 a 84 


3.30 


N 


Lie ni D iTt Uc 9 i 


3*23 


3.17 




riPHiHrJ7n? < ;i 

Viienioncueoi 


I . OH 


3.43 


A 


Tl 7H1 AN?r>7^ 1 
bitnionc Ua> 3 A 


3*23 


3.23 


w 


r t 7U1 AN7n7^1 


n5 


3.04 




ri 7 HI RN7D7 ^1 
tiicni an cue 9 i 


2.27 


2.75 


H 


Lien.aNe.Ue3 I 


2 • 75 


2.67 




ri?HlflN7n?^l 




2.80 


A 


T 1 7H1 BM7fl7S 1 
vicnioiifcUto a 


0* 62 


2,34 




r 1 7 hi rn?d^ 


— 0. 1 5 










2,92 


B 




2.22 






C12 HI 9N 1 


2a 1 1 


2.71 


B 


C12H1 9N I 


3. 91 


3.12 


B 


C12 HI 9NI 


2 • 56 






C 17H1QN1 
vAe "Ititi 








rt 7 UI OM 1 
L a e ni tn 1 




2,90 


B 


Lie ni*r(T i 


2 07 






r 1 7 HI ON 1 
W A e ni tii 1 


0 a 06 


0*06 




r 1 2 hi <)Nini _ hi rt 1 


2*73 


2.73 




LI enlXUHrlj 1 


2.82 


2.82 




C12H1906P1S 1 


-2 a 02 






C12H20 I 1N1 


2.27 


2.27 




C12H20N2 


1.46 


1.46 




C12H20N2 


2. 00 


2.38 


N 


C12H20N202S2 


2*04 


3.04 


A 


C12H20N2O2S2 


2.74 


2.15 


B 


C12H20N203 


2.61 


2.52 




C12H20N2O3 


1.95 






C12H20N203 


0.65 


0.67 


A 


C12H2007 


-0.30 


0.97 


A 


C12H20Q7 


0.41 


0*13 




C1ZH21N606C01 


-C.63 


-0.63 




C12M2206 


-2,40 


-3.88 




CI2H22011 


-2.25 


-3*67 




C12H22011 


1.72 


1.72 


■ 


C12H23N101 


-0.36 


0.62 


B 


C12H24N202 


4.20 






C12H2402 


3.03 






C12H2402 


-0. 75 


-1.56 




C12H25N503 


1.60 


1.60 


■ 


CL2H25NA104S1 


0.25 


-0,13 




C12H26N406 


5.13 


5.13 




C12H2601 


-1.21 


-0.95 


A 


C12H260S 



NAME 



P-AHINOSAUCYLIC ACIOt 5-CHLOROAMYt ESTER 

FENFLURAMINE 

FENFLURAMINE 

FENFLURAMINE 

N-{P-IODQBENZENESULFONYL I- I- LEUCINE 

N-iP-IODOBENZENESULFON YD LEUCINE 

3-PYRIOYLMETHYL-N-PIPERIDINE 

N»N-0 I METHYL TRYPT AMINE. 5-HY0R0XY 

N.N-D I METHYL TRYPTAMINE. *-HY0R0XY 

CYCLO&ARBITAL 

CYCLOBARBITAL 

HE XTJ BARBITAL 

HEXOBARBITAL 

HEX0BARB1TAL 

HEXOBARBITAL 

HEXOBARBITAL 

HISTIOYLHISTIDINE 

6-PHENYLCAPROIC ACI0 

PHENOXYACETIC ACI0.3-BUTYL 

PHENOXY ACETIC ACID.4-S-8UTYL 

PHENOXYACETIC ACID.3-T-8UTYL 

GLUCOPYRAN0SI0E, PHENYL (BETA) 

B-D-GLUCOPYRAN0SIOE.P-HYDR0XYPHENYL/ARBUTIN/ 

Bi D— GLUCOPYRANOSIOEt P"HY0R0XYPHENYL/ARBUTlN/ 

B,B-GLUC0PYRAN0SIDE.P-HY0R0XYPHENYL/ARBUTIN/ 

5- 1 2-BR0MALL YL 1-5- ( l-M ETHYLB UTYL l-B ARB I TUR IC ACI D 

PHENOIMETRAZINE 

PHENDIMETRAZINE 

P-AMINDBENZOIC ACID.N-AMYL ESTER 
P-AMINOBENZOIC ACID.PENTYL ESTER 

N.N-DIMETHYLCARBAMIC ACIBiM- I-PROPYLPHENYL ESTER 

N-METHYL CARBAMATE . 3- I-PROPYL. 5- METHYL PHENYL 

N- METHYL CARBAMATE. 3- S-BUTYL PHENYL 

N-METHYL CARBAMATE, 3-T-BUTYL PHENYL 

N-METHYL-2-S-BUTYL PHENYL CARBAMATE 

N-METHYL-2-T-8UTYL PHENYL CARBAMATE 

N- METHYL- 3-HETHYL-4- I-PROPYLPHENYL CARBAMATE 

N-HETHYL-3-METHYL-5- I-PR0P YLPHENYLCARBAMATE 

N-HETHYL-3-METHYL-6-I-PR0P YLPHENYLCARBAMATE 

N-METHYL-3-T— BUTYL PHENYL CARBAMATE 

N-METHYL-*- S-BUTYLPHENYLCARBAMATE 

N-METHYL-*-T-BUTYL PHEN YLCARBAMA TE 

PHEN0XYACETAM1 DE,N,N-D IETHYL 

P-AMINOSALICYLIC ACI0.N-AMYL ESTER 

N-METHYL— 3- BUTOXYPHENYLCARBAMATE 

P-AMINOSALICYLIC AC 10, 5-HY0R0XYAMYL ESTER 

GLUC0PYRAN0S IDE, 4-AMINOPHENYL (BETA I 

GLUC0PYRAN0SI0E, 2-AMINOPHENYL (BETA I 

3-PYRI DYLETHYL-2-IN-P IPERI DINE ) 

□XO-TREHQRINE 

UREA,N-BUTYL,0-T0LYL- 

UREA,N-8UTYL,P-T0LYL- 

BENZ01C AC 10, P-ME- AMINO, N,N- DIME THYLAMINOETHYL ESTER 

BENZOIC AC ID, P-ME- AMI NO, N,N- DIME THYLAMINOETHYL ESTER 

BENZOIC AC ID, P-HE-AMINO,N»N-DI HETH YLAMI NDETHYL ESTER 

BENZOIC ACID, P-M E- AM I NO, N,N- DIME THYLAMINOETHYL ESTER 

BARBITURIC ACI D, 5- ALL YL-5- I-AMYL ,2-THIO 

BARBITURIC ACID, 5-ALLYL-5-I-AMYL.2-THI0 

BARBITURIC AC ID, 5-ALL YL-5- I-AMYL ,2-THI 0 

BARBITURIC ACID, 5-ALLYL-5- ( 1-MEBUTYL 12-THI 0 

BARBITURIC AC I D, 5-ALLYL-5( 1-MEBUTYL I ,2-THI 0 

BARBITURIC ACID, 5- (CYCLOHEX-1- YL I . 5-ET.2-THI 0 111 

BARBITURIC ACI 0, 5-ICYCLOHEX- 1YL J-5-E T-2-THI 0 

BARBITURIC ACI 0, 5- ( CYCL0HEX- 1- YL I , 5-ET ,2-THI 0 (II 

BARBITURIC ACID, 5-ALL YL-5-I l-MEBUTYL I /SECOBARBITAL/ 

THIAMINE PYROPHOSPHATE /C0CARBOXYLASE/ 

METHYL ETHYL AMPHETAMINE 

METHYL ETHYL AMPHETAMINE 

N- PROP YL-G-PHENYLPROPYL AMINE 

PROPYL AMPHETAMINE 

PROPYL AMPHETAMINE 

PROPYL AMPHETAMINE 

I-PROPYL AMPHETAMINE 

1- PROPYLAMPHET AMINE 

PROCARBAZINE HYDROCHLORIDE I77213I(PKA> 6.661 

0, 0-DI ETHYL-0-1 3-ME-4-METHI0PHENYL I PHOSPHATE 

0, 0-DI ETHYL-0-1 2-ME-*-MESULF0NYL PHENYL ) PHOSPHATE 

G-PHEN YL PROP YL-TR I METHYL- AMMONIUM IODIDE 

N, N-DI -I-PROPYL-3-PRYI0YLMETHYLAMI NE 

N, N-DI PROP YL-3-PYR I 0YLMETHYL AMINE 

BARBITURIC ACID, 5- ( i-MEBUI-5-l 2-ME THIOI -2-TH 10 

BARBITURIC AC ID, 5- ( l-MEBUI- 5- ( 2-ME TH 10 1 -2-TH 10 

BARBITURIC ACID, 5-ET-5-I-AMYL-N-ME THYL 

BARBITURIC ACID, 5-ET- 5-I-AMYL-N-HE THYL 

BARBITURIC ACID, 5-ET- 5-I-AMYL-N-HE THYL 

CITRIC ACI 0, TR IETHYL ESTER 

CITRIC ACID, TR IETHYL ESTER 

TRI-(2,3-BUTANEDI0NE0XIMEI COBALT 

GLUC0P YRANOS IDE, CYCLOHEXYL ( BETA I 

MALTOSE 

SUCROSE 

2- AZATR IDECAN0NE 

PIPERIDINYL FORMIC AC 1 0, 01 ETAMI NOE THYL ESTER 

D0DECAN0IC ACID/LAURIC ACID/ 

O0OECAN0IC ACID/LAURIC ACID/ 

ARGINYL LEUCINE 

OODECYL SULFATE, SODIUM SALT 

NEAM1NE/NE0MYC IN A/IAS 2- ETHYL BUTYRATE I 

l-DODECANOL 

TETRAETHYLENE GLYCOL DIETHYL ETHER 
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NO. SOLVENT REF FOOT 

NOTE 



4501 


CKCL3 


451 


1 2 


4502 


TOLUENE 


452 




4503 


OCTANOL 


268 


46 


4504 


50tETHGR+50JDMF 


125 




45C5 


CYCLOH6XANE 


304 




4506 


CYCLOHEXANE 


304 




45C7 


OCTANOL 


427 




4508 


0 LLS 


453 


50 


45C9 


OCTANOL 


283 


7 1 


4510 


OCTANOL 


283 


72 


4511 


rt /* T * tint 

OCTANOL 


283 


73 


4512 


OCTANOL 


216 


46 


4513 


N-^EPTANE 


443 




45 14 


OCTANOL 


218 




4515 


OCTANOL 


346 




45 16 


OILS 


453 




4517 


OCTANOL 


346 




45 18 


OILS 


453 




4519 


OC TANQL 


346 




4520 


OILS 


453 


1 2 


4521 


OCTANOL 


346 




4522 


OILS 


453 


1 2 


4523 


rt^ T inn. 
OC 1 ANuL 


216 




4524 


PARAFFINS 


439 




4525 


CYCLOHEXANE 


304 




4526 


OCTANOL 


218 




4527 


OCTANOL 


235 




4528 


OCTANOL 


235 




4529 


CHCL3 


388 




4530 


BENZENE 


388 




4531 


TOLUENE 


148 




4532 


TOLLENE 


148 




4533 


TOLUENE 


148 




4534 


PARAFFINS 


316 




4535 


OCTANOL 


56 




4536 


OCTANOL 


9 


26 


4537 


N-HEPTANE 


443 




4538 


OCTANOL 


238 




4539 


N-HEPTANE 


443 




4540 


N-HEPTANE 


443 




45*1 


OCTANOL 


346 




4542 


OCTANOL 


235 




4543 


CYCLOHEXANE 


304 




4544 


CYCLOHEXANE 


304 




4545 


CYCLOHEXANE 


304 




4546 


CYCLOHEXANE 


304 




4547 


TOLUENE 


454 




4548 


CCL4 


454 




4549 


CHCL3 


455 


1-2 


45 50 


CCL4 


203 




4551 


OCTANOL 


2T6 




455Z 


OCTANOL 


428 




4553 


HEXANE 


456 




4554 


CYCLOHEXANE 


304 




4555 




304 




4556 


L TLLUn t RAN t 


304 




4557 


HEXANE 


376 




4558 


DIETHYL ETHER 


1 13 




4559 


CHCL3 


113 




4560 


CYCLOHEXANE 


304 




4561 


CYCLOHEXANE 


304 




4562 


rstri nueviuc 
CYfcLUneXANC 


304 




4563 


OCTANOL 


65 


46 


4564 


OlETHYL ETHER 


457 


62 


4565 


CHCL3 


444 


30 


4566 


CHCL3 


399 


1 


4567 


I-PENTt. ACETATE 


399 


1 


4568 


CCL* 


399 


1 


4569 


CHCL3 


444 


30 


4570 


CYCLOHEXANE 


304 




4571 


CYCLOHEXANE 


304 




4572 


CYCLOHEXANE 


304 




4573 


CYCLOHEXANE 


304 




4574 


CYCLOHEXANE 


304 




4575 


CYCLOHEXANE 


304 




4576 


OCTANOL 


438 




4577 


OCTANOL 


218 




4578 


HEXANE 


376 




4579 


CHCL3 


67 




4580 


CHC.L3 


338 


44 


4561 


BENZENE 


338 


44 


4582 


N-HEPTANE 


338 


44 


4561 


OILS 


382 


24 


4584 


OILS 


382 


24 


4565 


HI XED SOLVIl 


433 




4586 


OCTANOL 


10 




4567 


HEXANE 


376 




4588 


CYCLOHEXANE 


141 




4589 


OCTANOL 


458 




4590 


HEXANE 


376 




4591 


HEXANE 


376 




4592 


CYCLOHEXANE 


141 




4593 


OCTANOL 


218 




4594 


OlETHYL ETHER 


3 




4595 


CHCL3 


338 


44 


4596 


CHCL3 


405 




459T 


OILS 


2 




4598 


BENZENE 


338 


44 


4599 


BENZENE 


405 




4600 


N-HEPTANE 


254 





LOGP 


LOGP 






SOLV 


OCT 




FORMULA 


2*05 


1 . 52 




i> i£ni (Hi 


0. 58 


1. 04 


8 


CI 2 HZ r U Ir 1 


1.85 


1. 85 




C12H28CL1N1 


0* 34 


1.65 




C 13N14NZ Us 


2*28 






C13H7F3N2 


2. 98 






LlinbUl 


3. 40 


3.40 


■ 


C13H9N1 


2a 30 


3.29 


A 


a . o ua iVii 
C 1 5 H 4 N 1 


-0.2 7 


-0. 27 




C13H9NA102 


0.77 


0. 77 




C13H9NA102 


-0. 38 


-0.38 




A I o unfci A 1 no 


-0.50 


-0.50 




C13H10CL1N1 


1.42 






A A O 1_M Ae t" 1 1 Lit n 1 C 1 

C13HL0CLLNIQ1SI 


4, 70 


4. 70 


" 


LI J HI ULLZNIUI 


2.47 


2.47 




C13H10NZ 


1. 79 


2.92 


A 


/Ei 4 ui A LI O 

C13H10NZ 


2.62 


2. 62 


* 


ri4U1 Atil 

C13H10NZ 


1.97 


3.08 


A 


C13H10N2 


2* 19 


2*19 




At 1 i_i 1 alio 


1.67 


3. 00 


A 


CI i liI n M 3 
Li 3 Ml U IN d 


3.26 


3. 26 




C13H10N2 


3.08 


4.00 


A 


C L 3 HI U ric 


2* 74 


2 • 74 


* 


CI 1 111 AM") 


0* 65 






a l i l_j i amo 


1.29 






CI JHlCmZUZ 


0.33 


0.33 




C13 M1UN dU 1 * 


3. 18 


3.18 


* 


C13H1001 


3.18 


3« 16 




C13H10Q 1 


3.90 


4.76 


A 


C13H10Q2SE 1 


3.66 


4.94 


A 


C13H1002SEI 


2. 52 


2. SO 


6 


C13H11CU1N401 


0. 81 


1.21 


8 


At O Lit t UA 1 Al 1 Al 

C13H1 1HG 1N4U1 


2.00 


2. 10 


B 


C13H1 LHG2N401 


1. 76 






At 1 Lit t Lit 

L13H1 IN 1 


2. 62 


2.62 




i* 1 4 U1 t Lit A 1 

L 13HI IN 1U1 


3. 09 


3.09 


™ 


1*1 a ui t Li i n] 
L13HL IN LUl 


2.43 






A t O LA t 1 All fit CI 

CL3H1 iNlQlal 


3.27 


3.27 


■ 


C13H11N1Q2 


3.23 






C13H11N1SI 


4.58 






C13H11N1SI 


1. 10 


1.10 




C13H11N3 


4.14 


4. 14 


■ 


C13H12 


1 .91 






C13H12CL203 


2.98 






C13H12CL203 


4.00 






C13H12CL203 


3.33 






C13H12N201 


1.59 






C13H12N401 


0.88 






C13H12N401 


5.90 






C13H12N4SI 


1*61 






C13H12N4S1 


2.03 


2. 03 




C13H12QI 


2.67 


2. 67 


m 


C13H1201 


0. 56 






Atom o n 3. 
C13H1ZU3 


2.23 






C13H13F 103 


3.26 






C13H13N102 


3. 62 






C13H13N102 


2.45 






C13H13NL0251 


0.67 


0.70 


A 


C13H13N102S1 


0. 43 


I • 77 


A 


At out outnoct 
C13H1 3n 1UZ9 1 


2.47 






piiui o li i mi 
C13 HI 3N 103 


2. 68 






At O LA 1 O Li 1 HI 

C13H1 3NIU3 


2. 80 






pi] ii i iui nj 


-2. 35 


-2.35 


" 


C13H14BR1N1 


0* 39 


0.46 


A 


C13H14N202 


2.00 


2.47 


N 


i auiAiuonoc i 
LLSnltncUldi 


i*98 


1.37 


& 


r t out Luini 
L13H14INZU3 


1.75 


1 . 64 




i aui i.Kjoni 


0. 80 






C13M14.NZU3 1 


X • 64 


2.13 


N 


L13H1 -tNcU3.> 1 


1. 52 






r I 4 1 1 1 A A •> 

C13H14UZ 


1.57 






C13H1402 


0.91 






C13H1403 


1.04 






C13H1403 


1.06 






C13H1403 


2.03 






C13H1403 


0.49 


0.49 


■ 


C13H15F306 


1.90 


1.90 


■ 


C13H15N102 


1.15 






C13H15N102 


-0.84 






C13H15N105 


0.18 


-0.06 


B 


C13H15N302 


-2.70 






C13H15N302 


-2.40 






C13H15N302 


6.02 


6*66 


A 


C13H16X203 


3.30 


4.19 


A 


C13H16I204 


1.18 






C13H16N203 


3.41 


3.41 


» 


C13H1603 


1.38 






C13H17N102 


2.89 






C13H17N102 


1.59 


L.59 




C13H17N103 


2.53 






C13H17N103 


1.84 






C13H17N104 


2.45 






C13H17NIQ4 


0.80 


0.60 


■ 


C13H17N301 


-0.20 


0.67 


B 


C13H17N301 


1.86 


1.36 


B 


C13H17N301 


1.47 


1*03 


B 


C13H17N301 


-0.59 


0.71 


A 


C13H17N301 


-0.40 






C13H17N3Q1 


0.83 


1.12 


8 


C13H17N301 


-0.68 






C13H17N301 



NAME 



TR IBUTYL AMI NE 

TRI6UTYL PHOSPHINE 0XI0E 

0O0ECYLAHINE HYDROCHLORIDE 

BARBITURIC ACID, 5- ETHYL-5-PHENYL-N- METHYL 

KALONON ITRIL Et 2-TR IFLU0R0METHYLC INNAMAL 

9-FLUQRENDNE 

AC Rl DINE 

ACRIDINE 

P-BI PHENYL CAR 80XYL IC ACID, SODIUM SALT 
BIPHENYLCARBOXYLIC ACID. SODIUM SALT 
Bl PHENYL CAR B0 XYL !C ACID, SODIUM SALT 
ACRIDINE HYDROCHLORIDE 
PHEN0THIAZINE,Z-CHLOR0,7-METH0XY 
UREA,l-(3,4-DICHLQROPHENYL)-3-PHENYL 
1-AMIN0ACRIDINE 

1- AMINOACRIDINE 

2- AMIN0ACRIDINE 

2- AM I NO ACRIDINE 

3- AMINOACR I D INE 

3- AMINO ACR I DINE 

4- AMINOACRI0INE 

4- AM I NO ACR I DINE 
9- AMINO ACR I DINE 
9-AMINOPHENANTHRIDINE 
ETHYLCYANOACETATE, 4-CYANOBENZAL 
PHTHALIMIDE,N-<2,6-DI0XO-3-PIPERIDYL> 
6ENZ0PHEN0NE 

BENZ0PHEN0NE 

1- 1 2-S EL EN0PHEN-YL I- 3-PHENYL-l , 3-PR0PANEDI ONE 

1- (2-S EL EN0PHEN-YL I-3-PHENYL-1 , 3-PR0PANE0I ONE 
CUPR0US-CARBAZ0NE COMPLEX 

HERCUR IC-CAR8AZ0NE COMPLEX 
MERCUROUS-CAR8AZ0NE COMPLEX 

2- AHIN0FLU0RENE 
BENZAN IL IDE 
SALICYL ALDEHYDE-ANIL 
PHENDTHI AZINEt 3-METHOXY 
SALICYLANIL IDE 
PHENOTHIAZINEi 3-METHYL 
PHENOTHIAZINE* 10-HETHYL 
2, 8-DI AMINO ACR I DINE 
DIPHENYLMETHANE 

ET HY L AC ET0 ACETATE, 2, 6-DICHL0R0BENZAL 

ETHYLACETOACETATE, 2. 4-DICHL0R0&ENZAL 

ETHYL AC ETDACET ATE, 3,4-0ICHL0R0BENZAL 

HALONONITRILE.2-1-PR0P0XYBENZAL 

DI PHENYLCAR0AZONE 

DIPHENYLCARBAZONE 

DIPHENYLTHI0CARBAZ0NE/DITHIZ0NE/ 

Dl PH6NYLTH10CARBAZ0NE/DITH IZONE/ 

0IPHENYLCARBIN0L 

DJPHENYLCAR8IN0L 

GRISAN-3,4'-DIONE 

ETHYL AC ETDACET AT Et 3-FLUOR0&ENZAL 

ETHYLCYANOACETATE, Z-METHYLBENZAL 

ET HYLCY AND ACE TATE, 4-METHYLBENZAL 

N-ME-N-PROP IONYLCARBAM IC ACI D.4-BENZ0THI ENYL ESTER 

N-P-TOLUENE BENZENE SULFONAMIDE 

N-P-TOLUENE BENZENE SULFONAMIDE 

ETHYLCYANOACETATE. 4-METHOXYBENZAL 

ETHYLCYANOACETATE, 2-METHOXYBENZAL 

ETHYLCYANOACETATE. 3-METHOXYBENZAL 

B-PHENYLETHYLPYRIDINIUH BROMIDE 

1. 4-NAPHTH00U INONE . 2- 1 -PROPYLHVORAZ I NO 

N1-I4-HETHYL PHENYL J SULFANILAMIDE 

BARBITURIC ACI 0, 1-HE. 5-ET.5-PHENYL 

BARBITURIC ACID, 1-ME, 5-ET.5-PHENYL 

BARBITURIC ACIO, l-ME, 5-ET.5-PHENYL 

Nl-I 3-METHOXYPHENYL i SULFANILAMIDE 

ACETYL ACETONE. Z-METHYL BENZAL 

ACETYL ACETONE. 4-METHYL BENZAL 

ACETYLACETONE* 4-METHOXY-BENZAL 

ACETYL ACETONE, 2-METHOXY-BENZAL 

ACETYLACETONE. 3-METHOXY-BENZAL 

ETHVLACETOACET ATE. BENZAL 

GLUCOP YRANO S I DE . 3- TR I F LUDROME TH YLPHENYL ( BE TA I 
GLUT AR 1 HIDE. Z-ETHYL-2-PHENYL 

N-MECARBAMIC ACI D, O-CYCLOPENTEN YLPHENYL ESTER 

D. L-TYROSINE.O.N-DIACETYL 

N-ACETYL-4- AMINO ANT IPYRINE 

N-ACETYL-4-AMIN0ANTIPYRINE 

N-ACETYL-4-AMINOANT IPYRINE 

BENZOIC ACID.4-0H.3.5-DI-IODO.HEXYL ESTER 

BENZOIC ACID.3.5-DI-10D0-4-0H.6-0H-HEXYL ESTER 

BARBITURIC ACID. l-ALLYL-5. 5-DULLYL 

PHENOXYACETIC ACI0.4-CYCLOPENTYL 

N-METHYLCARBAMIC AC 10. Q-CYCLOPENTYL PHENYL ESTER 

STYRENE.4-I-PR0PYL.B-NITR0.B-ETHYL 

5— IA» A-DIETHYLACETAMIDO 1-1 . 3-BENZODIOXOLE 
N-METHYL-N-ACETYLCARBAMIC ACIO.M-I-PROPYLPHENYL ESTER 
N-ME-N-ACETYLCARBAMIC AC ID.O-t-PROPOXYPHENYL ESTER 
5TYRENE.3.4-DI ETHOXY.B-METHYL-B-NI TRO 
AHINOPYRINE 

AMINOPYRINE 
AHINOPYRINE 
AMINOPYRINE 
AMINOPYRINE 
AMINOPYRINE 
AMINOPYRINE 
AHINOPYRINE 
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NO* 




REF 


FOOT 


LOGP 


LOGP 




EMPIRICAL 




NOTE 


S0LV 


OCT 




FORMULA 




N— WFPT AM* 


338 


44 


•0,82 






C13HL7N301 


4602 


It ntr 1 Arf E 


340 




-0*68 






C13H17N301 






62 




0,11 


0.67 




C13H17N301 


4604 


M- HEPTANE 


416 


14 


1.17 






C13H18CL1N103 


46C5 


M— HEPTANE 


138 




3*45 






C13H18F3NI 


4606 


CHCL3 


448 


65 


0*36 






C13H18N2Q1 


4607 


CHCL3 


448 


65 


0.52 






C13H18N201 


46C8 


CHCL3 


448 


65 


0.57 






C13H18N201 


4609 


CHCL3 


448 


65 


0*98 






C13H18N201 


4610 


50SETHER+5C8DMF 


125 




0*26 


1*45 




C13H18N203 


46 11 


CHCL3 


399 




2.48 


1.92 


B 


C13H18N203 


4612 


I— PENT. ACETATE 


399 




2*27 


2.18 




C13H16N203 


46 13 


CCL4 


399 




1.49 






C13H18N2Q3 


46 14 


nr TANni 


56 




4. 35 


4.35 


• 


C13H1803 


46 15 


nr TANni 


438 




-0* 70 


-0. 70 




C13H1806 


46 16 


nr TAuni 


438 




-0.20 


-0.20 




C13H1806 




nrTiuni 


436 




-0.16 


•0. 16 




C13H1806 


46 16 




438 




-0. 16 


-0. 16 


— 


C13H1806 


46 19 


nr TAuni 


438 




-1 .22 


-1 ,22 




C13H1807 


46 20 


nr TANni 


438 




-1*04 


-1.04 


m 


C13H1807 


AA 7 1 


nr TANni 


438 




-0,73 


-0.73 




C13H180? 


4622 


nr TANni 


438 




-0. 52 


-0* 52 




C13H1807 


4623 


I -BUT AN DL 






-0*40 


-1.07 




C13H1807 


4624 


OLEYL ALCOHOL 


390 


44 


3-71 


4*25 




C13H19N102 


4625 




384 




3*36 


3*38 


■ 


C13H19N102 


4626 


OCTANOL 


364 




3*35 


3.35 


■ 


C13H19N102 


4627 


OCTANOL 


384 




3.14 


3* 14 




C13H19N102 


4626 


N— HEPTANE 


370 


14 


1*40 






C13H19N103 


4629 


OLEYL ALCOHOL 


142 




0. 89 


1.45 




C13H19N103 


4630 


N-HEPTANE 


370 


14 


0.50 






C13H19N104 


4631 


OCTANOL 


276 




4. 14 


4. 14 


■ 


C13H20CL1N2 


4632 


OLEYL ALCOHOL 


459 


31 


2.57 


3. 14 




C13H20N2O1S1 


4633 


OLEYL ALCOHOL 


460 




1>90 


2.45 




C13H20N2O2 


4634 


OCTANOL 


449 




2.62 


2.62 


m 


C13H20N202 


4635 


OILS 


449 




1.46 


2*52 


A 


C13H20N202 


4636 


XYLENE 


449 




2.20 






C13H20N202 


4637 


n i — rut vi crucD 






I *65 






C13H20N202 


4638 


u It in TL C l ficn 


378 


44 


0, 50 


1.38 


Q 


C13H20N202 


4639 


rift iuni 


218 




1*87 


1 • 87 




C13H20N202 


4640 


nr T amoi 


218 




1 • 92 


1 . 92 




C13H20N202 


4641 


niCTUVI CTUCD 

U I t 1 HTL C IrcK 


461 




1*81 


1.71 


A 


C13H20N202 


4642 


CHCL 3 




31 




2. 08 


g 


C13H20N202 


4643 


0 IL a 


&A? 

f 




I • 82 


1 . 93 


g 


C13H20N2Q2 


4644 


I -BU 1 ANUL 


4 














ni fvi ai rnmi 


459 


31 


1*79 


2.35 




C13H20N2Q2 


AA A A 




235 




•2,24 


-2 . 24 


■ 


CL3H20N202 


A a It 
4647 


nr T Alum 


235 




0* 16 


0.16 




C13H20N202 


4648 








0. 97 


1. 70 


g 


C13H2008 ■ 


4649 


t out iiini 

I"* BUT AN OL 


4 




0*97 


0. 87 




ViJ Mfc V U O 


4650 


OCTANOL 


373 




—0*67 


—0.67 




f 1 ^ H? 1 f 1 1 M201 


46 51 


D I ETHYL ETHER 


374 




2. 43 


3.02 


6 


C13K21N1 






138 




3,10 






C13H21N1 


4653 


CHCL 3 


396 


31 


4*05 


3*24 


B 


C13H2 INI 


4654 


N-HEPTANE 


396 


31 


2.30 






C13H21N1 


4655 


OLEYL ALCOHOL 


459 


31 


1.27 


1.64 




CI3H21N301 


4656 


OLEYL ALCOHOL 


459 


31 


1.22 


1.77 




C13H21N301 


46 57 


OCTANOL 


65 


46 


-1*85 


-1.85 


m 


C13H22BR1N1 


4658 


OCTANOL 


65 


53 


-0. 95 


-0.95 


a 


C13H228R1N1 


4659 


OLEYL ALCOHOL 


459 


31 


1.65 


2.22 




C13H22N201 


4660 


flLEYL ALCOHOL 


459 


.31 


2. 32 


2.89 




C13H22N201 


4661 


OLEYL ALCOHOL 


459 


31 


1.13 


1.66 




C13H22N202S1 


4662 


OLEYL ALCOHOL 


459 


31 


2. 90 


3.47 




C13H22N2S1 


46 6 3 


OCTANOL 


348 




0.85 


0. 85 


M 


C13H23N102 


4664 


CHCL 3 


424 


46 


-2-85 






C13H26E1N102 


4665 


CHCL3 


424 


46 


-2.00 






C13H26UN102 


4666 


DIETHYL ETHER 


378 


44 


0.70 


0.32 


8 


C13H26N202 


4667 


OCTANOL 


266 


46 


1.15 


1.15 


* 


C13H29N3.C2H402 


4668 


nr tandl 


268 


46 


1,00 


1.00 




C13H308RIN3 


4669 


nr tanol 


297 


46 


-0.16 


-0. 16 




C13H30I 1N1 


46 70 


rvri nHFKANF 


304 




3.01 






C14H602 


467 1 


CYCLOHEXANE 


141 




1,39 






C14H802 


4672 


DIETHYL ETHER 


143 


62 


4. 35 


3.93 


A 


C14H803S1 


4673 


HEXANE 


317 




4*96 






C14H9CL5 


4674 


OCTANOL 


427 




4*45 


4.45 


9 


C14H10 


4675 


HC TANOL 


427 




4*46 


4*46 


m 


C14H10 




OILS 


•224 




4. 60 


4.24 


9 


C14H10 


4677 


nr TANni 


463 




2. 69 


2. 69 




C14H1002 


4678 


nr t Awni 


463 




2. 46 


2 . 46 


a 






nrTAwni 


463 




0.89 


0. 69 




C14H1003 


4660 










2.12 




r uniiim 

!■ *"t nivu J 


4661 


DAD ICCIIIf 

HAK Arr IN5 


316 




i * a* 






r 1 AMI INI 


4662 


CYCLOHEXANE 


141 




4*40 






Li** nl. AM lUc 


46 83 


CHCL3 


464 


46 


4* 96 






C14 HWN i • C iurU 1 Una 1 


4684 


CHCL 3 


464 


46 


5* 86 






ri^ui ■> fc> i /* i iLiiin/.C 1 

Cl^HLcNl »V;1 cn^ JUhs I 


46C5 


PARAFFINS 


439 




1. 36 






C14H12N2 


46 86 


OCTANOL 


10 




2* 99 


2 .99 




ruui jMjm 
L 4*rnl ^NcU3 


4667 


CYCLOHEXANE 


141 




-2.31 






C14H12N204 


4688 


OCTANOL 


235 




3.97 


3.97 




C14H1202 


4689 


OCTANOL 


463 




2.06 


2*06 




C1<»H1202 


4690 


DIETHYL ETHER 


46 




2. 50 


2.32 


A 


CUH1203 


4691 


CHCL3 


29 




1.08 


2.20 


A 


CIAHL203 


4692 


CHCL 3 


46 




0.85 


1.99 


A 


C14H1203 


4693 


XYLENE 


46 




-0.04 


1.74 


A 


C14H1203 


4694 


TOLUENE 


29 




0.34 


1.68 


A 


C1*H1203 


4695 


OCTANOL 


10 




3.18 


3.18 




C1*H1203 


4656 


OCTANOL 


276 




4.28 


4.28 




C14H1203S1 


4697 


DIETHYL ETHER 


465 


62 


2.70 


2.49 


A 


C14H1205 


4658 


OCTANOL 


276 




2.90 


2.90 




C14H13NI 


4699 


N-HEPTANE 


443 




2.83 








4700 


N-HEPTANE 


370 


14 


1.52 






C14H13N103 



NAH6 



AMIN0PYRINE 
AMIN0PYR INE 
AHIN0PYRINE 

P-AHINOSALICYLIC ACIDt 6-CHL0R0HEXYL ESTER 

PROP YLNQR FENFLURAMINE 
N,N-DIHETHYLTRYPTAHINE.*-HETHOXY 
Hi H-Dl HETHYLTRYPTAM INE , 5-METHOXY 
Ni N-DI METHYL TRYP TAMINE ,6-METHOXY 
Nt N-OI HETHYLTRYPTAKINE • 7-HETHOXY 
BARBITURIC ACIDt 5-1 l-CYCLOHEPTEN-l-YLl-5-ETHYL 
CYCLOBARBITALt N-METHYL 
CYCLOBARBITALi N-HETHYL 
CYCL08ARBITAL.N-METHYL 
P-HYDR0XYBEN20IC ACIOiHEXYL ESTER 
GL UC0PYRAN0S I DEt BENZYL ( BETA I 
GLUC0P YRANOS IDE? 3-METHYL PHENYL (BETA) 
GLUCQPYRAN0S lOEt 2-METHYLPHENYL (BETA! 
GLUCOPYRANOS I 0E, 4-N ETHYL PHENYL (BETA) 
GLUC0PYRAN0S I DEt 2-HYDR0XYMETHYLPHENYL( 8ETA ) 
GLUCOPYRANOS I DEt 2-NETH0XYPHENYL (BETA) 
GLUCOPYRANOS I0E, 4-NETH0XYPHENYL (BETA) 
GLUCOPYRANOS I DEt 3-METH0XYPHENYL (BETA) 
GLUCOPYRANOS lOEt SAL ICYL ALCOHOL 
P-AMIN0BENZ0IC ACIDt HE XYL ESTER 
N-HETHYL-3-METHYL-4-T-BUTYLPHENYLCARBAMATE 
N-NETHYL-3-METHYL-S-T-BUTYLPHENYLCARBAHATE 
N-HETHYL-3-HETHYL-6-T-BUTYLPHENYLCARBANATE 
P-ANINOSALICYLIC ACIDtN-HEXYL ESTER 
2-HETHOXY-PHENOXYACETANIDEtNtN-DIETHYL 
P-AHINDSALICYLIC ACIOt 6-HY0R0XYHEXYL ESTER 
N-DI ETHYL AH IN0ETHYLANI LINE t 3-CL— A-HETHYL /PKA* 9.6/ 
THIOCAINE 

P-ANIN0BENZOIC ACIDtDIETHYLAHINO-ETHYL ESTER 
BENZOIC ACIDtP-ET. AMINO. NtN-DlNETHYLAMINOETHYL ESTER 
BENZOIC ACID.P-ET-AHINDiN,N-DIMETHYLAMINOETHYL ESTER 
BENZOIC ACIDt P-ET-AMIN0iNt N-DI METHYL AMI N0ETHYL ESTER 
BENZOIC ACI Dt P-ET-AMINOtNtN-DIMETHYLAMINOETHYL ESTER 
N- PHENYL CAR B AM IC ACIDt DI ETAMINOETHYL ESTER 
PROCAINE 
PROCAINE 

PROCAINE /NOVOCAINS/ 
PROCAINE /N0V0CAINE/ 
PROCAINE 
PROCAINE 

PROCAINE /NOVOCAINS/ 

PROCAINE (PH>3.8iPKAI 1)>8.96|PKA(2)<2.01) 

PROCAINE IPH«T.30iPKA>8.96) 

PENT AER I THR I TQL TETRA-ACETAT6 

PENTAERITMRITOL TETRAACETATE 

Nl-HEP TYLNIC0T IN AM IDE CHLORIDE 

N- BUT YL-G- PHENYL PROPYL AMINE 

N-BUTYLAHPHETAMINE 

METHYL- I-PR0PYL AMPHETAMINE 

METHYL -I -PROPYL AMPHETAMINE 

B-UI ETAMINOPROPIONAM I DE tN- ( P-AMINOPHENYL ) 

PROCAINEAMIDE 

BENZYL DIMETHYL BUTYLAMM0N IUM BROMIDE 
OCTYLPYRIDINIUM BROMIDE 
P-AMIN0BENZYL, 01 ETHYL AM I NO ETHYL ETHER 
P-AMINOPHENYL t DI ETHYL AH I NO PROPYL ETHER 
P-AMINOPHENYLt DIETHYLAMINOPROPYL SULF0NE 
AN [LINE t A-D I ETHYL AMINO PROPYL MERCAPTO 
N-0CTAN0YLCYCL0BUT ANEC ARBOXAMIDE 
l,2,2,6,6-PENTAMETHYL-A-ACETYL PIPERIDINE ME I 
l,3,3.5.5-PENTAMETHYL-*-ACETYL PIPERIDINE ME I 
N-CYCLOHEXYLCARBAM IC ACIDt DI ETAMINOETHYL ESTER 
D00ECYLGUANI DIUM ACETATE 
DODECYLGUANIDINE HYDR08R0MIDE 
TR IMETHYL-DECYL-AMHON IUM IODIDE 
ANTHROQUIN0NE 
PHENANTHRENEQUINONE 

2-HYDR0XYNAPHTHOQUINONE t 3-( W-A-THI ENYLPROPYL ) 
ODT 

ANTHRACENE 

PHENANTHRENE 

PHENANTHRENE 

9-CARBOXYFLUORENE 

9-CARB0XYXTHI0XANTHENE 

9-CARB0XY-9-HY0R0XYFLUORENE 

9-CARBOXYXANTHENE 

9- AMI NO PHEN AN T HR EN E 

FLUORENEt 9-NITROMETHYL ENE 

N-HETHYL ACRID IN I UM DEC YL SULFATE 

N- METHYL ACRID IN IUM DO DEC YL SULFATE 

9-AMINQ-3-METHYLPHENANTHR 101 NE 

PHENOXYACETIC AC IDt A-PHENYLAZ0 

l,4-NAPHTHOQUIN0NE.2,3-DIACETAM!00 

BENZYL BEN Z0 AT E 

A, A-DI PHENYL ACETIC AC 10 

BENZILIC ACID 

BENZILIC AC I D 

BENZILIC ACI0 

BENZILIC ACID 

BENZILIC ACID 

PHENOXYACETIC ACIDtM-PHENYL 

2— OH-3-C AR BOXY BENZTH 10 PHEN YL ETHER /PKA - 3.00/ 
2-HYOROXYNAPHTHOQUINONE,3-(2-CARBOME THOXYETHYLI 
DIHY0R0HORPHANTHRI0INE /PKA » 3.00/ 
PHENOTHIAZINEt 3. 7-DIMETHOXY 
P-AMIN0SAL ICYL IC AClDtBENZYL ESTER 
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NO. 


SOLVENT 


REF 


FOOT 


LOGP 


LOGP 




EMPIRICAL 








NOTE 


SOLV 


OCT 




FORMUL A 


4701 


HEXANE 


391 




2* 19 






C 14H1 JN IU3 


4702 


N-HEPTANE 


443 




4.08 






CL4H1 I 


4703 


OCTANOL 


218 




4. 79 


4. 79 




C 14H14 


4704 


OCTANOL 


276 




4. 82 


4. 82 




C14H14 


47C5 


OCTANOL 


65 


46 


— 1 ■ 56 


—1.56 






47C6 


CYCLOHEXAN E 


141 




2.67 






Ll4Hl'tDKlNlU^ 


47C7 


OCTANOL 


141 




4.26 


4. 26 




. i tut t. /* i iui m 


47C8 


CYCLOHEXANE 


141 




2.64 






(.14(114^1 IfllUC 


4709 


OCTANOL 


235 


77 


-1.78 


-1.78 




C14H1 4CL1N3.HCL 


4710 


CHCL3 


444 


30 


1.43 


1 . 94 


N 


H4H14r*^Uj3i 


4711 


OCTANOL 


141 


26 


3.29 


3.29 


m 


L 14H1 HU i i 1 


4712 


CYCLOHEXANE 


141 




3.43 






^ 1, U, / flit, 

C14H140Zal 


4713 


DIETHYL ETFER 


143 


62 


3.68 


3.35 


A 




4714 


DIETHYL ETHER 


143 


62 


3.60 


3.27 


A 




4715 


DIETHYL ETt-ER 


143 


62 


0.68 


0.72 


A 


C14H1404 


4716 


CYCLOHEXANE 


304 




1.79 








4717 


CYCLOHEXANE 


304 




3.52 








4718 


CYCLOHEXANE 


304 




3.28 






ft zui eri rtj. 


4719 


CYCLOHEXANE 


304 




3.32 






K, 1 *t lil a r I n't 


4720 


CYCLOHEXANE 


304 




3. 82 








4721 


01 ETHYL ETHER 


466 




2. 77 


2. 43 




f ) AU| cut 


4722 


CYCLOHEXANE 


141 




0.66 






f 1 AMI <iM1 


4723 


CHCL3 


466 




0.40 


3.20 


B 


Linn I j ri 1 


47 24 


HEXANE 


466 




4.69 






Cl*t Hi D N 1 


4725 


PARAFFINS 


316 




1.96 








4726 


PARAFFINS 


316 




3.19 








4727 


PARAFFINS 


316 




0.42 








4728 


DIETHYL ETHER 


466 




3. 19 


2. 84 


A 


C14HON IUI 


4729 


CHCL3 


466 




3.29 


2.59 


B 


C14H15N1QI 


4730 


HEXANE 


466 




1.51 






C14HL5N101 


4731 


OCTANOL 


141 




3.11 


3. 11 


■ 


C14HL5N102 


4732 


CYCLOHEXANE 


141 




2.39 






C14H15N1Q2 


4733 


CYCLOHEXANE 


141 




2.23 






C14H15N102S1 


4734 


CYCLOHEXANE 


304 




2.50 






C14HI&N1Q4 


4735 


CYCLOHEXANE 


304 




2.20 






C14H15N104 


4736 


CYCLOHEXANE 


304 




2.65 






CL4H15N1Q4 


4737 


CYCLOHEXANE 


304 




2.26 






C14H15N106 


4738 


CYCLOHEXANE 


304 




2.71 






C14H15N1Q6 


4739 


CYCLOHEXANE 


304 




2.81 






C14H15N106 


4740 


OCTANOL 


302 




4.58 


4.58 


m 


C14H15N3 


4741 


CHCL3 


467 




1.09 


2.40 


A 


C14H1504P1 


4742 


BENZENE 


467 


7 


0. 10 


1.50 


A 


C14H1504PI 


4743 


TOLUENE 


467 




-0.29 


1.29 


A 


C14H15CKP1 


4744 


NITROBENZENE 


467 




1.07 


1.75 




C14H1 5Q.4P1 


4745 


N-BUTYL ACETATE 


467 




1.97 


1.85 




Cl4H15u4Pl 


4746 


CCL4 


467 




-1.13 






iniui cm d l 
Cl*»HI5U*tr 1 


4747 


HE-I-BUT. KETONE 


467 


7 


1.81 


1.69 




C14H15G4P1 


4748 


OCTANOL 


65 


46 


-1.86 


-1. 86 


m 


C14K16BP.INI 


4749 


DIETHYL ETHER 


457 


62 


0.95 


0. 95 


A 


Ci4Hl6N202 ; ' Jt 


4750 


DIETHYL ETt-ER 


457 


62 


0. 87 


0.68 


A 


C14H16N2Q2 i 


4751 


OCTANOL 


393 


63 


2. 52 


2 • 52 


* 


LlHHloNdUtJ 1 


4752 


CHCL3 


393 


63 


2.08 


2. 54 


N 


P l A ul A\U4fft4C % 

C 1 *t Ml oNdUc 3 I 


4753 


MIXED SOLVtl 


433 




0. 32 






f i /. aji 4jj7 nR 


4754 


OCTANOL 


134 




2.07 


2. 07 




riAuiA ha ni c i 
C*4HlOrl*»U«; > i 


4755 


CYCLOHEXANE 


304 




2* 35 








4756 


CYCLOHEXANE 


304 




2*50 






^ i /.ui 

(, i*tnl oU J 


4757 


CYCLOHEXANE 


304 




2.58 






C14H16U3 


4758 


CYCLOHEXANE 


304 




1.00 






Ci** H16.J4 


4759 


CYCLOHEXANE 


141 




3.26 






Ci 4H1 


4760 


CYCLOHEXANE 


304 




1.91 






C14HL6Q4 


4761 


CYCLOHEXANE 


304 




1.93 






r i /.ul A 


4762 


OCTANOL 


65 




2.97 


2. 97 




v i *t n 1 fr 3 rfc U 1 


4763 


CYCLOHEXANE 


446 




0. 82 






C14H1 7N1D1 


4764 


CYCLOHEXANE 


446 




1.44 






C14H17NL01 


4765 


OCTANOL 


227 




-0.20 


-0. 20 


* 




4766 


CHCL3 


448 


65 


0. 36 








4767 


OILS 


442 




1.81 


2.64 


A 


C14HI 8N203 


4768 


OCTANOL 


10 




3.79 


3. 79 


* 




4769 


OLEYL ALCOHOL 


142 




1. 53 


2.08 




£14r1l VN iUS 


4770 


OILS 


447 




0.01 


1.25 


A 


C14H20BR1N101 - 


4771 


N-HEPTANE 


416 


14 


1. 30 






C14H20CL1N103 


4772 


N-HEPTANE 


138 




3.95 






C14H20F3NI 


4773 


CHCL3 


448 


65 


0.27 






C14H20N2 


4774 


CHCL3 


448 


65 


0.76 






C14H20N201 


4775 


OCTANOL 


56 




4.83 


4.83 




C14H2003 


4776 


OCTANOL 


438 




0.26 


0.26 


■ 


C14H2006 


4777 


OCTANOL 


438 




0.31 


0.31 


* 


C14H2006 


4778 


OLEYL ALCOHOL 


390 


44 


4.26 


4.80 




C14H21N102 


4779 


HEXANE 


391 




2.48 






C14H21N102 


4780 


N-HEPTANE 


370 


14 


1.42 






C14H21N103 


4781 


N-HEPTANE 


370 


14 


0.86 






C14H21N104 


4782 


OCTANOL 


468 




1.76 


1.76 




C14H21N302 


4783 


OLEYL ALCOHOL 


459 


31 


2.44 


3.01 




C14H22N201 


4784 


OLEYL ALCOHOL 


460 




2.24 


2.78 




C14H22N202 


4785 


OLEYL ALCOHOL 


460 




2.32 


2.86 




C14H22N202 


4786 


OCTANOL 


449 




3.15 


3.15 


m 


C14H22N202 


4787 


OILS 


449 




1.95 


2.96 


A 


C14H22N202 


4788 


XYLENE 


449 




2.81 






C14H22N202 


4789 


DI-BUTYL ETHER 


449 




2.25 






C14H22N202 


4790 


DIETHYL ETHER 


378 


44 


0.78 


1.62 


6 


C14H22N202 


4791 


DIETHYL ETHER 


378 


44 


0.46 


1.34 


B 


C14H22N202 


4792 


01 ETHYL ETKER 


378 


44 


0.75 


1.60 


B 


C14H22N202 


4793 


DIETHYL ETHER 


378 


44 


0.36 


1.26 


B 


C14H22N203 ' 


4794 


DIETHYL ETHER 


378 


44 


0.55 


1.42 


B 


C14H22N203 


4795 


DIETHYL ETHER 


378 


44 


0.35 


1.24 


B 


C14H22N203 


4796 


DI-I-PR. KETONE 


93 


46 


-0.58 






C14H22N407 


4797 


OCTANOL 


373 




-0.14 


-0.14 


■ 


C14HZ3CL1N201 


4798 


OLEYL ALCOHOL 


459 


31 


3.26 


3.83 




C14H24N2 


4799 


. OCTANOL 


341 


60 


1.47 


1.47 


m 


C14H24N2 


4800 


N-HEPTANE 


139 


31 


4.28 






C14H2802 



N-METHYL CARBAMATE ,N-ACETYL, 1-NAPHTHYL 
PHEN0THI AZ INE, 3, 7- DIM ETHYL 
91 BENZYL 

It 2— Dl PHENYL ETHANE 

C1NNAMYLPYR I0IN IUM BROMIDE 

1, 4-NAPHTH00UINONE, 2-BR0M0, 3-BUTYLAMI NO 

l,4-NAPHTH00UIN0NE,2-CHLORO-3-BUTYLAM[NO 

1,4-NAPHTHOOUINONE t 2-CHL0R0. 3-BUTYLAMI NO 

ACRIFLAVINE HYDROCHLORIDE 

Nl-( 3- ACETYL PHENYL 1SULFAN ILAMIDE 

1. 4-NAPHTH0QUINONEt 2- BUTYLTHI0 

l,4-NAPHTH0QUIN0NEt2-BUTYLTHI0. 

2-HYDR0XYNAPHTH0QUINONEt 3-BUTVL 

2-HYDROXYNAPHTHOOUINONE, 3-I-BUTYL 

2-HYDRDXYNAPHTHOQU I NONE, 3- ( W-Dl METHYL-W-0H-ETHYLI 

ETHYL AC ET0 ACETATE, 3,4-METHYLENEDIOXYBENZAL 

DI ETHYLMALONATE, 4-CHL0R0BENZAL 

DIETHYLNALONATE, 2-FLU0R0BENZAL 

DI ETHYLMAL0NAT E, 4-FLU0R0BENZAL 

01 ETHYLMALONATE, 3-FLUDRDBENZAL 

DIBENZYLAMINE 

DI BENZYL AM INE 

DI BENZYLAMINE 

DI BENZYL AMINE 

4-DIMETHYLAM IN0BIPHENYL 

N-I4-DIPHENYL )— ETHYLANINE 

N-I4-DIPHENYL 1-AMIN0ETHANDL 

2- HYDROXY I M IN0D I BENZYL 

2-HYDR0XYIMINDD1 BENZYL 

2- HYDR0X YIN INOD I BENZYL 
1,4-NAPHTHOOUINONE, 2-BUTYLAMINO 
1,4-NAPHTHOOUINONE, 2-BUTYLAMINO 
l,4-NAPHTH00UIN0NE,2-AMIN0,3-BUTYLTHI0 
ETHYLCYANO ACETATE, 2* 4-DIETH0XYBENZAL 
ETHYLCYAN0 ACETATE, 3, 4-DIMETHOXYBENZAL 
ET HYLCYANO ACETATE, 3, 5-DIMETH0XYBENZAL 
DI ETHYLMALONATE, 2-N I TR0BENZAL 

01 ETHYLMALONATE, 4-NITRDBENZAL 
DI ETHYLMALONATE, 3-NITROBENZAL 
AZOBENZENE, 4-DIHETHYL AMINO 
DI BENZYL PHOSPHORIC ACID 
D1BENZYLPH0SPHORIC ACID 
DI BENZYL PHOSPHORIC ACI0 
DIBENZYLPHOSPHORIC ACI0 
DI BENZYL PHOSPHORIC ACID 
DIBENZYLPHOSPHORIC ACID 
OIBENZYLPH0SPH0RIC ACID 
6-PHENYLPROPYLPYRIDINIUM BROMIDE 
1,4-NAPHTHOQUINONE, 2-BUTYLHYDRAZ INO 
1, 4-NAPHTHOQUINONE, 2- l-BUTYLHYDRAZ IN0 
N-SULFANILYL-3,4-XYLAM IDE 
N-SULFANILYL-3.4-XYLAMIDE 

BARBITURIC ACID, 1-CARBETHOXYMETHYL-5-5-0IALLYL 

3- BENZOYLMETHI0-4-AMIN0-6-l-PR-l,Z,4-TRlAZINE-5-0NE 
ETHYLACETOACETATE, 4-METHYLBENZAL 
ETHYLACETOACETATE, 3-METHYLBENZAl 
ETHYLACETOACETATE, Z-METHYLBENZAL 
ACETYLACET0NE,2f4-DIMETHDXYBENZYL 
BENZALMALONATE, DIETHYL ESTER 

ET HYLACETQACET ATE.4-METH0XYBENZAL 
ETHYLACETOACETATE, 3-METHOXYBENZAL 

1- CYCL0BUTYL-1-ET-3-IM-TRIFLUDR0METHYLPHENYD-UREA 
N-CYCLOPENTYLC INNAMAMIDE 

N, N-PENTAMETHYL EN EC INN AM AM IDE 

6-AZAURIDINE TRIACETATE I PKA»6. 35) I NCS 67239) 
N, N-DIMETHYLTRYPTAMINE, 5-ACETYL 
METHDHEXITAL 

PHENOXYACETIC ACI0.4-CYCL0HEXYL 

2- METH0XY-4-ALLYLPHEN0XYACETAMI0E,N,N-DI METHYL 
A-BROMO-I-VALERYL-PSEUDOCUMIDINE 
P-AMINOSALICYLIC ACID, 7-CHLOROHEPTYL ESTER 
N-BUTYLNORFENFLURAMINE 

N,N-DI ETHYLTRYPTAMINE 

N-METHYL-N- ETHYL TRYPTAM INE , 5-METHOXY 
P-HYDROXYBENZOIC ACID, HEPTYL ESTER 
GLUCOPYRANOS IDE, 3, 5-OIMETHYLPHENYL (BETA) 
GL UCOP Y R AN0S1 D E, 3- ETHYL PHENYL (BETA) 
P-AMINOBENZOIC ACID, HEPTYL ESTER 
N-METHYL CARBAMATE, 3, S-DI-I-PROPYLPHENYL 
P-AMINOSALICYLIC ACID, N- HEPTYL ESTER 
P-AMINOSALICYLIC ACID, T— HYOROXYHEPTYL ESTER 
I- 12-DIMEAMIN0ET 1-31 M-HEOPHENYL 1-2-1 MIDAZOLI DI NONE 
P- AM I NO PHENYL ,01 ETHYL AM INOPROPYL KETONE 
P-AMINOBENZOIC ACID,A-ME-B— I DIETAM)— ETHYL ESTER 
P-AMINDBENZOIC ACI D, B-ME-B-I OIETAMIETHYL ESTER 
BENZOIC AC I D, P-PR-AMIN0,N,N-DIMETHYLAM1 NOETHYL ESTER 
BENZOIC ACI D,P-PR- AM INO, N,N-DI METHYL AMI NOETHYL ESTER 
BENZOIC ACI 0, P-PR-AMlNO,N,N-DIMETHYLAMlNOE THYL ESTER 
BENZOIC ACID, P-PR- AM INO., N,N-D I ME THYL AMI NOETHYL ESTER 
N— M-TOLYLCARBAMIC ACIO.DIETHYLAMINOETHYL ESTER 
N-O-TOLYLCARBAMIC ACIO.DIETHYLAMINOETHYL ESTER 
N-P-TOLYLCARBAMIC AC I D, DIETHYL AM INOE THYL ESTER 
N-M-METHOXYPHENYLCARBAMIC ACID, OIETAMINOET. ESTER 
N-O-METH0XYPHENYLCAR8AMIC AC 10,0 1 ETA HI NOET. ESTER 
N-P-METHOXYPHENYLCARBAMIC ACID, OIETAMINOET. ESTER 
TETRAETHYL AMMONIUM PICRATE 
N1-OCTYLNIC0TINAHIDE CHLORI0E 
ANIL INE, P-l 4-0 I ETHYL AM INOBUTYL) 
N.N-DIBUTYL-3-PYRI0YLMETHYLAMINE 
TETRADECANOIC ACID/MYRISTIC ACIO/ 
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NO. 


SOL VENT 


REF 


FOOT 


LOOP 


LOOP 




EMPIRICAL 


NAME 






NOTE 


SOLV 


.OCT 




FORMULA 






OCTANOL 


297 


46 


-la 30 


-1.30 


■ 


C14H321 1N1 


TR I BUT YLETHYL AMMONIUM IODIDE 


4802 


Uvl ANUL 


409 


2.90 


2.90 


■ 


C15H10Q2 


2-PHENVL-l, 3-1NDANE0IDNE 




nn Alum 


469 




2. 36 


2.36 


« 


C15H11CL1N201 


QUINAZOL IN-2-0NE,l-ME-4-PHENYL-7-CHL0R0 




«■>/-▼ AUDI 


469 




2. 38 


2.38 




C15H11CL1N201 


OU INAZOL IN-2-0NE, 1-ME-4-PHENYL-6-CHL0R0 


48C5 


OCTANOL 


469 




1.87 


1.87 


m 


C15H11F1N201 


QUINAZOL IN- 2-ONEi 1-NE-4-PHENYL-6-FLU0R0 


4806 


OCTANOL 


469 




1.79 


1.79 


U 


C15H12N201 


OU INAZOL IN- 2-ONE 


48C7 


o its 


470 




1.96 


2.97 


A 


C15H12N2Q1S1 


5,5-0IPHENYL-2-THI0HYDANT0IN 


4808 


OILS 


470 




0.96 


2.06 


A 


C15H12N202 


5. 5-01 PHENYLHYDANTO IN 


48C9 


OCTANOL 


218 




2.47 


2.47 




C15H12N202 


HYOANTOIN. 5i5-OIPHENYL 


4810 


OCTANOL 


469 




1.72 


1.72 


w 


C15H12N202 


00 INAZOL IN- 2-ONE. 6-HYDROXY 


4811 


CYCL0HEXAN6 


141 




3.94 






C15H1201 


BENZALACETOPHENONE 


4812 


OCTANOL 


463 




2.67 


2.67 


a 


C15H1202 


9-CARB0XY-9, 10— 01 HYDRO ANTHRACENE 


4813 


OCTANOL 


276 




4.69 


4.69 


m 


C1SH13CL103S1 


2-OH-3-CARB0XY-5-ME-BENZTHIO-2>-CL-PHENYL ETHER 


4814 


CYCLOHEXANE 


304 




1.13 






C1SH13N101 


CINNAMAN1L1DE 


48 15 


CHCL3 


471 




3.18 


3.61 


N 


C15H13N102 


PHENYL HYDROXYLAM INE.N-CINNAHOYL 


4816 


OCTANOL 


10 




1.99 


1.99 




C15H13N104 


PHENOXYACETIC AC10,3-BENZAMID0 


4817 


CHCL3 


306 




1.70 


2.69 


A 


C15H14UN104S1 


N- (P-IODOBENZENESULFONYL 1PHENYLALANI NE 


4818 


CCL4 


306 




-0.12 


1.83 


A 


C15H14UN104S1 


N- ( P- 1 000 BENZENE SULFQN YL IPHENYLALANI NE 


4819 


PARAFFINS 


439 




2.35 






C15H14N2 


9-AMINO-li 3-0IMETHVLPHENANTHRI0INE 


4820 


OCTANOL 


393 


63 


1.S7 


1.57 


■ 


C15H14N402S1 


SULFAPHENAZOLE 


4821 


CHCL3 


343 


2 


1.41 


1.93 


N 


C15H14N402S1 


SULFAPHENAZOL E 


4822 


CHCL3 


393 


63 


1.45 


1.96 


N 


C15H14N402S1 


SULFAPHENAZOLE 


4823 


BENZENE 


343 


2 


0.64 


1.95 


A 


C1SH14N402S1 


SULFAPHENAZOLE 


4824 


I-PENT. ACETATE 


343 


2 


1.94 


1.83 




C15H14N402S1 


SULFAPHENAZOLE 


4825 


CCL4 


343 


2 


-0.83 


1.15 


* 


C1SH14N402SI 


SULFAPHENAZOLE 


4826 


OCTANOL 


463 




2.58 


2.58 


■ 


C15H1402 


A.A-DIPHENYLPROPIONIC ACID 


4827 


DIETHYL ETHER 


143 


62 


3.81 


3.46 


A 


C15H1403 


2-HY DROXYNAPHTHOQUINONEt 3- ^-DIMETHYL ALL YL 


4828 


DIETHYL ETHER 


143 


62 


1.50 


1.44 


A 


C15H1404 


2-HYDROXYNAPHTHDOU INONEi 3-1 W-OI HETHYLACETONYL) 


4829 


DIETHYL ETHER 


143 


62 


1.33 


1.29 A 


C15H1404 


2-HYOROXYNAPHTHOOUINON E , 3- ( N-ME-W-HYDROXYME-ALLYL 1 


4830 


DIETHYL ETHER 


465 


62 


3. 10 


2. 64 


A 


C15H1405 


2-HYDRQXYNAPHTHOQUlNDNEi 3-1 3-CARB0METH0XYPR0PYLJ 


4831 


DIETHYL ETHER 


465 


62 


2.00 






C15H1405 


2-HYDR0XVNAPHTHO0U INONEi 3-I4-CARB0XYBUTYL) 


4832 


OCTANOL 


276 




2.82 


7*«7 




C15H15N1 


01 BENZAZOCINE 


4833 


N-HEPTANE 


370 


14 


2.01 






C15H15N103 


P-AMINOSALICYLIC ACID, B-PHENYLETHYL ESTER 


4834 


OILS 


447 




0.03 


1. 28 


* 


C15H168R1N101 


A- BR0M0- I-VAL ERYL-A-NAPHTHYL AMINE 


4835 


DIETHYL ETHER 


457 


62 


1.19 


1.17 


* 


C15H16N202 


1, 4-NAPHTHOQUINONE. 2-C YCLOPENTYLHYORAZ I NO 


4836 


CYCL0HEXANE 


141 




2.93 






CL5H16N2Q2 


1-PHENYL-1-P-TDLUIDIN0-2-NITR0E THANE 


4037 


DIETHYL ETHER 


3 




0.70 


46 




C15H16N4 


NEUTRAL RED BASE 


4838 


I-BUTAN0L 


4 




2.04 


2. 36 




C15H16N4 


NEUTRAL RED BASE 


4839 


CHCL3 


455 




7.30 






C15H16N4S1 


THIOCARBAZONEt 2. 2-DIMETHYOIPHENYL 


4840 


CYCLOHEXANE 


141 




4.70 






C15H1602S1 


1.4— NAPHTHOQUINONE. 2-M ETHYL. 3- BUTYLTHI 0 


4841 


01 ETHYL ETHER 


143 


62 


4.27 


3. 87 


A 


C15H1603 


2-HYDROXYNAPHTHOQU INONEi 3- I-PENTYL 


4842 


01 ETHYL ETHER 


143 


62 


1.58 


1. 51 


A 


C15H1604 


2-HYDROXYNAPHT HOOU INON Et 3-1 3-HYDROXYHE TH YLBUTYLI 


4843 


DIETHYL ETHER 


143 


62 


1.65 


1. 57 


A 


C15H1604 


2-HYDROXYNAPHTHOQU1N0NE.3-I2-HYDR0XY-3-ME THYLBUTYL) 


4844 


DIETHYL ETHER 


143 


62 


1.24 


1*21 


A 


C15H1604 


2- HYDR0XYNAPHTHO0U INONEi 3-1 W-DIMETHYL-W-OH-PROPYLI 


4845 


PARAFFINS 


3>L6 




-1. 07 






C15H17N1DZ 


3- ( N-4- D 1 PHENYL AH I NO) -PROPANE- 1 1 2-DI OL 


4846 


CYCLOHEXANE 


141 




2.92 






C15H17N102 


li 4-N APHTHOOU INONEi 2-M ETHYL i 3- BUTYLAMI NO 


4847 


OCTANOL 


283 




-1. 87 


-1.87 


m 


C15H18BR1N1 


P- BI PHENYL TR IM ETHYLAHMON IUM BROMIDE 


4848 


DIETHYL ETHER 


457 


62 


1.44 


1.39 


A 


C15H18N202 


li 4-NAPHTHOQU INONEi 2-P ENTYLHYDRAZ1N0 


4849 


CYCLOHEXANE 


304 




2.69 






C15H18Q1 


ACETYL AC ETONEt 2i 4i 6-TR IMETHYLBENZAL 


4850 


CYCLOHEXANE 


304 




4.00 






C15H1804 


01 ETHYLHALONATEi 3-METHYLBENZAL 


4851 


CYCLOHEXANE 


304 




1.09 






C15H1804 


ETHYL AC ETOACET ATE, 3,4-OIMETHOXYBENZAL 


4852 


CYCLOHEXANE 


304 




1.80 






C1SH1804 


ETHYLACETOACETATE. 2,4-DlMETHOXYBENZAL 


4853 


CYCLOHEXANE 


304 




2.75 






C15H1804 


ET HYLACETOACET ATEi Zi 3-DIMETHOXYBENZAL 


4854 


CYCLOHEXANE 


304 




2.98 






C15H1805 


01 ETHYLHALONAT Ei 4-METHOXYBENZAL 


4855 


CYCLOHEXANE 


304 




3.49 






C15H1805 


DI ETHYLMALONATE? 2-METHOXYBENZAL 


4856 


CYCLOHEXANE 


304 




3.59 






CL5H1805 


DI ETHYLMALONATE, 3-METHDXYBENZAL 


4857 


CYCLOHEXANE 


304 




1.36 






C15H1806 


D I ETHYLMALONATE, 3-METHOXYr 4-HYDROXYBENZAL 


4858 


CYCLOHEXANE 


446 




1.39 






C15H19N101 


N-CYCLOHEXYLC INNANAHIDE 


4859 


CYCLOHEXANE 


446 




1.97 






CiSH19N101 


N,N-HEXAMETHYLENECINNAMAMIDE 


4860 


CCL4 


472 




1.76 






C15H21AL106 , 


ALUMINUM-TR I- ACETYL AC ETON ATE 


4861 


CHCL3 


472 




3.64 






cisH2icoio6 


COBALT TRI-ACETYLACETONATE 


4862 


BENZENE 


472 




2.04 


2.16 


B 


C15H21CO106 


COBALT TRI-ACETYLACETONATE 


4863 


ecu 


472 




1.54 






C15H21C0106 


COBALT -TRI-ACETYLACETONATE 


4864 


CCL4 


472 




2.00 






C15H21CR106 


CHROMIUM-TR I-ACETYLACETONATE 


4865 


CHCL3 


396 


31 


3.62 


2.87 


8 


C1SH21N1 


FENCAMFAMINE 


4866 


N-HEPTANE 


396 


31 


2.04 






C15H21N1 


FENCAMFAMINE 


4B67 


OCTANOL 


283 




-1.54 


-1.54 




C15H21N101.HCL 


2-METHYL-5-ET-2'-OH-6i7-8ENZOMDRPHAN/NIH*79l0/ 


4868 


QLEYL ALCOHOL 


142 




1.99 


2.54 




C15H21N102 


4-ALLYLPHENOXYACETAMIOEiNiN-OIETHYL 


4869 


OCTANOL 


9 




0.17 


0.17 




C15H21N302 


PHYSDST IGH1NE 


4870 


CCL4 


472 




2.04 






C15H21RH106 


RHENIUM-TR- ACETYLACETONATE 


4871 


N-HEPTANE 


416 


14 


1.42 






C15H22CL1N103 


P-AMINOSALICYLIC AC IDi 8-CHLOR00CTYL ESTER 


4872 


CHCL3 


448 


65 


0.90 






C15H22N201 


NiN-DI ETHYLTRYPTAMINE, 5-METHOXY 


4873 


OCTANOL 


438 




0.65 


0.65 




C1SH2206 


GLUCOPYRANOS I0E, 3- I SDPROPYLPHENYL ( BE TA 1 


48 74 


OLEYL ALCOHOL 


390 


44 


4. 78 


5.32 




C15H23N102 


P-AMINOBENZOIC ACIDiQCTYL ESTER 


48 75 


N-HEPTANE 


370 


14 


1.48 






C15H23N1Q3 


P-AMINOSALICYLIC ACIDi N-DCTYL ESTER 


4876 


OLEYL ALCOHOL 


473 




3.54 


4.11 




C15H2 3N103 


4-ETHOXYBENZOIC AC IDi 0 IETHYLAMINOE THYL ESTER 


48 77 


N-HEPTANE 


370 


14 


1.01 






C15H23N104 


P-AM1N0SALICYL IC ACIDi 8-HY0R0XY0CTYL ESTER 


4878 


OCTANOL 


218 




0. 55 


0.55 




C15H23N104 


CYCLOHEXIMIDE 


4879 


OCTANOL 


276 




4. 19 


4. 19 




C15H23N302 


2- i D I E T AH I NOHE )- 6-ME-7-N1TR0TETRAHY0RO0U I NOLI NE /9.6/ 


4880 


OLEYL ALCOHOL 


460 




2. 78 


3.32 




C15H24N202 


P-AMINOBENZOIC ACID. A, A-DIHE-B-I DIET AM) -ETHYL ESTER 


48 61 


OLEYL ALCOHOL 


460 




2.66 


3.20 




C15H24N202 


P-AMINOBENZOIC ACI Di A, B-DIHE-B-I DI ETAH) -ETHYL ESTER 


4882 


ni pvi A l mum 

ULC1L NLLUnUl 






2 • 57 


3.11 






P— AMI NHRPN/n I C AT T n. R_ R— fll MP— R— t til PT AM 1 P TH VI P^TPB 


46 83 




449 




3. 73 


3.73 


m 


C15HP4N202 


BENZOIC AC In. P-R1J-AM INO.N .N-DIMP THYl AMI NOP THYL PSTPR 


4684 


n 1 PTHV1 PTHPR. 


461 




3. 04 


2.79 


A 


LI? nt»nt 


RPWJnif AT I fl. P— Rll— AM TNtl . M . IM— fll MP TH VI AMI MRP TH VI P1TPO 


48 €5 


OILS 


449 




2. 43 


3.40 


A 




RPW7njr Arin p— aii— am injo.M dimp tuvi ami wnp twvi pctpp 


4866 


OILS 


462 




2. 95 


2.44 


A 


C15H24N202 


BENZOIC ACI Dt P-BU-AMINOi N iN-DI METHYLAHI NOE THYL ESTER 


48 87 


XYLENE 


449 




3.30 






C15H24N202 


BENZOIC ACI0,P-BU-AMINO,N,N-DIMETHYLAHIN0ETHYL ester 


4688 


DI-BUTYL ETHER 


449 




2.76 






C15H24N202 


BENZOIC ACI Di P-BU- AM INO.N iN-DI METHYLAHI NOE THYL ESTER 


4889 


DIETHYL ETHER 


378 


44 


0.63 


1.49 


8 


C15H24N202 


N-2i4-DIHEPHENYLCARBAMlC ACID, DIETAMI NOE T. ESTER 


4890 


DIETHYL ETHER 


378 


44 


0.78 


1.62 


8 


C15H24N203 


N-M-ETHOXYPHENYLCARBAMIC AC ID, DIETAM1NOET. ESTER 


4891 


01 ETHYL ETHER 


378 


44 


0.85 


1.68 


8 


C15H24N203 


N-0-ETHOXYPHENYLCARBAMIC ACIOiOI E-TAMINOE T. ESTER 


4892 


DIETHYL ETHER 


378 


44 


0.78 


1.62 


8 


C15H24N203 


• N-P-ETHOXYPHENYLCARBAM IC AC 1 0. DI ETAMI NOE T. ESTER 


4893 


CYCLOHEXANE 


474 


14 


-0.07 






C15H24N402S2 


THIAMINE PROPYL 01 SULF IDE 


4894 


CHCL3 


474 


14 


1.56 


1.10 


B 


C15H24N402S2 


THIAMINE PROPYL DISULFIDE 


4695 


BENZENE 


474 


14 


-1.85 






C15H24N402S2 


THIAMINE PROPYL DISULFIDE 


4896 


ETHYL ACETATE 


4 74 


14 


0.88 


0.89 




C15H24N402S2 


THIAMINE PROPYL DISULFIDE . 


4897 


OCTANOL 


373 




0.46 


0.46 


• 


C15H25CL1N201 


N1-NDNYLN1C0TINAMIDE CHLORIDE 


4898 


OCTANOL 


65 


46 


-1.53 


-1.53 




C15H26BR1N1 


BE NZ YL D I METHYL HE XYL AMMONIUM BROMIDE 


4899 


OCTANOL 


65 


53 


-0.72 


-0.72 




C15H268R1N1 


OECYLPYRIOINIUM BROMIDE 


4900 


DIETHYL ETHER 


3 


17 


2.55 


3.05 


8 


C15H26N2 


SPARTEINE 
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NO. 


SOLVENT 


REF 


FOOT 


LOGP 


LOCP 




EMPIRICAL 








NOTE 


SOLV 


OCT 




FORMULA 


4901 


I-0UTANOL 


4 




2.85 


3*50 




C15H26N2 


49C2 


OCTANOL 


56 




2.54 


2* 54 


* 


Ll5H26tJo 


4903 


OCTANOL 


268 


07 


la 77 


1*77 






4904 


CVCLOHEXANE 


304 




3« 92 






riAUQn in? 


4905 


CYCLOHEXANE 


304 




3* 82 






r i a no f l n ? 
lid fi7 nu< 


49C6 


CVCLOHEXANE 


141 




2*00 






f" 1 A H10 RR 1 Nl 02 


49C7 


OCTANOL 


141 




4*22 


4. 22 




r" 1 A Wl nr" 1 1 Nl 02 


49C8 


CVCLOHEXANE 


141 










f 1 AMI OC L LN 102 


4909 


OCTANOL 


1 41 






rt oo 




r 1 A HI OK 1 N 1 05S 1 


4910 


CVCLOHEXANE 


141 




3> 52 






rt ami on> 


4911 


CVCLOHEXANE 


304 










C l AMI 00? 


4912 


OCTANOL 


141 


26 


4a 40 


4.40 




Lion i<j\j c 


49 13 


CVCLOHEXANE 


141 




Aft 






c i ft m an? 


4914 


CVCLOHEXANE 


141 




0*49 






r i ami on? 


49 15 


OCTANOL 


141 


26 


2. 14 


2a 14 


m 


C16H1004S1 


4916 


CVCLOHEXANE 


141 




1* 50 






r l ami nnt^i 


4917 


OCTANOL 


469 




2* 69 


2 a 69 




C16H11F3N201 


4918 


OCTANOL 


141 




2a 84 


2- 64 


9 


L ioni iniut 


4919 


CVCLOHEXANE 


141 




2*63 






r i ami ini n? 


4920 


CVCLOHEXANE 


304 




Oa 97 






r i ami imi m 
Lion l iniuj 


4921 


N-HEPTANE 


443 




3*23 






LlOMi i IS 1 9 I 


4922 


N-HEPTANE 


443 




3« 84 






LID ™1 1 1 1 j i 


4923 


OCTANOL 


227 






4a 06 




r 1 AMI 7N? 


4924 


CVCLOHEXANE 


304 




2 a 1 L 






l 10 ni t n c u i 


4925 


CVCLOHEXANE 


304 




3* 69 






L IO Pll £ U i 


4926 


OCTANOL 


9 




2* B2 


2a 82 




rt^Ultf 1 1N701 
LLDnl JIL IKtui 


4927 


OCTANOL 


21B 




2« 44 


2*44 




C 1 AM1 ATI 1 N ini 


4928 


OCTANOL 


469 




1*91 


1*91 


m 


r 1 AMI AM3I17 

v ion l tNtu* 


4929 


OCTANOL 


469 




Oa 59 


0* 59 


m 


r l ami «w?rn^ l 


4930 


OCTANOL 


276 




2a 58 


2a 56 


m 


f 1 AUl AD t 

L Id Mi tu 1 


4931 


HEXANE 


456 




0*62 








4932 


OCTANOL 


276 




2*33 


2*33 


™ 




4933 


DIETHVL ETHER 


457 


62 


1*65 


1.57 


A 


f > AMI fcW?fl? 
L IO niOPItUt 


4934 


DIETHVL ETHER 


457 


62 


1.64 


1« 56 


A 


r 1 AUl AM2D9 
Lib Ml a ft cue 


4935 


OCTANOL 


56 




— Oa 28 


—0*26 


* 


n a mi Aujn'i ^ l 


4936 


N-HEPTANE 


416 


14 


1.49 






r i ami an joa 


49 37 


DIETHVL ETHER 


143 


62 


4a 76 


4* 30 


A 


r i ami ah? 


4938 


DIETHYL ETHER 


465 


62 


2*40 


2*23 


A 


r 1 ami Ani 


4939 


DIETHYL ETHER 


143 


62 


2a53 


2. 34 


A 


fit Lii i n c 


4940 


DOOECANE 


475 




4-45 






Llonl f LL INta 1 


4941 


N-HEPTANE 


370 


14 


2.19 






Llo Hi / N1U3 


4942 


OCTANOL 


141 




Z* 07 


2a 07 


m 




4943 


CVCLOHEXANE 


141 




1.23 






r i a mi 7 n tn?ci 


4944 


CVCLOHEXANE 


141 




0* 49 






n ami ft hi 5n? 

LlO Ml ONtUJ 


4945 


OCTANOL 


127 




1.83 


1 . 63 


m 


ri ami ft N7nA 
L 1 o M i o it t u"> s i 


4946 


DIETHYL ETHER 


106 




la93 


1*62 


A 


L ionloPi£Ul o l 


4947 


I-BUTANOL 


130 


12 


0*20 


-0. 22 




r t A Ml ft W ?HA ^ 1 
LID M to N^Utii 


4948 


ETHYL ACETATE 


476 




1*59 


1 « 66 




ri AMI AN? OA ^ 1 


4949 


N- BUTYL ACETATE 


476 




1 • 60 


1.60 




r i ami ANjru^t 


4950 


OLEYL ALCOHOL 


142 




1*38 


1*93 




n a m i n t& ? f*t*i 


4951 


OCTANOL 


127 




la 40 


1 * 40 




r i AMt'ft n? i 


49! 2 


OCTANOL 


127 




2a 09 


2*09 




/■ 1 A Ml i)N7nSSl' 


4953 


I-6UTAN0L 


1 30 






— 0* 34 






4954 


OCTANOL 


283 


65 


n" a 7 
*?" on 


0* 87 




f* 1 A M 1 A MAfl? 
L (OnlO rlfvt 


4955 


01 ETHYL ETHER 


143 


62 


i 


it L 1 


* 


r 1 ami fini 


4956 


OCTANOL 


438 




0*76 


Oa 76 




r i jluI ft DA 


4957 


HEXANE 


456 




—0*41 






riAuion i n a 


4958 


HEXANE 


456 




—2* 82 






r 1 AH 1 Qf i m*i 


4959 


CHCL3 


396 


31 


3*35 


- 

< a 64 


o 


riAUlQMl 

ii.c Miv n i 


4960 


N-HEPTANE 


396 


31 


2 a 04 






r 1 A Ml Q hi 1 
LiO Ml ▼Ml 


4961 


PARAFFINS 


316 




-0*58 






r uui oNi 

Lionivniuc 


4962 


CVCLOHEXANE 


304 




3a79 






C16H19N103 


4963 


I-BUTANOL 


130 




-0*23 


-0* 63 




C16H19N304 S 1 


4964 


CVCLOHEXANE 


304 




3*35 






LlOrlcUL/7 


4965 


CYCLOHEXANE 


304 




2*33 






C16H2006 


4966 


CVCLOHEXANE 


304 




3* 22 






tlonAUUo 


4967 


OCTANOL 


206 




4* 38 


4a 38 




rii LI7 I E 111) 


4968 


CVCLOHEXANE 


446 




2*04 






r il uo i blrlk 

L I6n« 1 PilUl 


4969 


CYCLOHEXANE 


446 




2*46 






C16H21N101 


4970 


CHCL3 


405 


31 


2*86 


2.21 


8 


C16H21N103 


4971 


N-HEPTANE 


477 




-3*00 






C16H21N103 


4972 


OLEYL ALCOHOL 


142 




1.20 


1*75 




C16H21N104 


4973 


BENZENE 


137 




1.46 


2.81 




C16H22N102 


4974 


BENZENE 


137 




1*46 


2.81 




C16H22N102 


4975 


01 ETHYL ETHER 


3 




1*21 


1.17 


A 


C16H22011 


4976 


BENZENE 


405 


31 


2*19 


2*07 


B 


C16H23CL1N202 


4977 


OCTANOL 


263 




-1.31 


-1.31 


* 


C16H23N101.HCL 


4978 


OC TANOL 


283 




-1.52 


-1.52 


■ 


C16H23N101.HCL 


4979 


CYCLOHEXANE 


446 




2.72 






C16H23N101 


4980 


OLEYL ALCOHOL 


142 




1.46 


2*01 




C16H23N102 


4981 


OLEYL ALCOHOL 


142 




2*51 


3*05 




C16H23N103 


49 B2 


OLEYL ALCOHOL 


142 




1.82 


2.37 




C16H23N103 


4983 


MIXED SOLVil 


433 




2*28 






C16H23N304 


4984 


N-HEPTANE 


416 


14 


1*48 






C16H24CL1N103 


4985 


OLEYL ALCOHOL 


142 




0*55 


1*01 




C16H24N105 


4986 


OCTANOL 


438 




1.07 


1*07 


m 


C16H2406 


4987 


OCTANOL 


438 




1*01 


1.01 


m 


C16H2406 


4988 


N-HEPTANE 


370 


14 


1*76 






C16H25N103 


4989 


OLEYL ALCOHOL 


142 




2.70 


3.24 




C16H25N103 


4990 


N-HEPTANE 


370 


14 


1.15 






C16H25N104 


4991 


OLEYL ALCOHOL 


473 




2. 81 


3.36 




C16H25N104 


4992 


OLEYL ALCOHOL 


473 




2.39 


2.96 




C16H25N105 


4993 


OLEYL ALCOHOL 


460 




3.43 


3.96 




C16H26N202 


4994 


OLEYL ALCOHOL 


460 




3*48 


4.04 




C16H26N2Q2 . 


4995 


OCTANOL 


449 




4.14 


4.14 


m 


C16H26N202 


4996 


OILS 


449 




2-79 


3*72 


A 


C16H26N202 «; 


4997 


XYLENE 


449 




3.92 






C16H26N202 ' 


4998 


DI-BUTVL ETHER 


449 




3.33 






CL6H26N202 


4999 


, OCTANOL 


373 




1*12 


1.12 


■ 


C16H27CL1N201 


5000 


BENZENE 


478 




-1.52 


-0.51 


8 


C16H32N201 



SPARTEINE 

GLYCEROL, TRI-BUTVRATE 

N-0ECrLPIPERI0INE HYDROCHLORIDE 

IN04NE, l,3-OIONEt2l2-CHL0ROBEN£ALI 

INDANE,l>3-0IONE,2I2-FLUROBENZAL) 

1, ^-NAPHTHOQUINONE . 2-BR0M0 , 3-AN I LI NO 

1, 4-NAPHTHOQO INONE t 3- ANIL I NO-2-CHL0R0 

l,4-NAPHTHOSUINONE,2-CHLOR0.3-ANILIN0 

1, ♦-NAPHTH00U INONE , 2- ANIL I NO- 3- SULFONATE .K-SALT 

BEN2ALHAL0N0NITR IL Et A-PHENVL 

INOANEi U3-DI0NE.Z-BENZAL 

l,4-NAPHTH0QUIN0NEi 2-PHENYL 

l,4-NAPHTH08UIN0NE,2-PHENYL 

1,4-NAPHTHOOUINONE. 2-PHENYL i3-HYDR0XY 

1, 4-NAPHTHOQU INONE » 2-PHENYL SULF0NYL 

It 4-NAPHTHOQU INONE 1 2-PHENYL SULF0NYL 

QU INAiOL IN-2-DNEi l-HE-^-PHENYL-6-TRJ FLU0R0HE THYL 

1, ^-NAPHTHOQUINONE t 2-ANILINO 

L*-NAPHTHDQUlN0NEt2-ANILIN0 

COUMARINf 3-CARB0XYANIL IDE 

PHEN0TH1 AZINEi 3t ^-BENZO 

PHENOTHIAZINE, 1,2-BENZO 

5-METHYL-6H-PYRI00(« I 3-BICARBAZ0LE (87206MPKA- 7.021 
CVANOACET ANIL IDE, BENZAL 

1- INDANEONE, 2-BENZYL IDINE 
DIAZEPAM 

LIBRIUM 

QUINAZ0LIN-2-0NE.6-METH0XY 

0UINAZ0LIN-2-0NE,l-ME-<i-PHENYL-6-METHYLSULF0NYL 
01 BENZ0CYCL00CTANE-5-0NE 

7-CL-*tt-DlHEO-6>-HBMlS-2'-EU-3,<i , -D10tiE 
CYCL0PHANE 

1.4- NAPHTH00UIN0NE.2-CYCL0HEXYLHYDRAZIN0 

It 4-NAPHTHOQU INONE , 2-CYCLOPENTYLM6THYLHYORAZ I NO 
CEPHALOSP0RANIC AC 10, 7-1 D-HANDELAMIDO I-DESACET0XY 
BISIP-AMINOSALICYLIC ACID1 ETHYL ESTER 

2- HYDRQXYNAPHTH0QUIN0NEt 3-CVCL0HEXYL 
2-HYDROXYNAPHTH00U INONE, 3-1 2-ME-3-CARB0METHY0XYPR0P 
2-HYDR0XYNAPHTH0QU INONE t 3- 1 H-CARBOME TH0XYBUTYL) 
ETHYL "CHL0RPR0MAZINE" 

P-AMINOSALICYLIC ACID, G-PHENYLPROPYL ESTER 

l,*-NAf>HrHD0UINONE, 2-ACETAMIC0-3-BUTYLTHI 0 

l,+-NAPHTH00UINONE,2-ACETAMIDO.3-BUTYLTHI0 

l,*-NAPHTH00UINONE,2-ACETAMIDO,3-BUTYLAMIN0 

BENZYL P EN IC ILL IN 

BENZYLPENIC ILL IN 

BENZVLPENICILL IN 

BENZYLPENICILL IN 

BENZYLPENIC ILL IN 

MAL0NYL UREA, ETHYL-l 2-ME0-4-ALLYLPHEN0XYI 
PENICILLIN, A-HYDROXYBENZYL 
PHENOXYPENICILLIN/PENICILLIN V/ 
PHENOXYPENICILLIN/PENICHLIN V/ 
NIALAMIDE 

2-HYOROXYNAPHTHOOUINON6, 3-HEXYL 
GLUCOPYRAN0SIDE, 2-NAPHTHYL (BETA1 
7-CL-6'-0H-4,6-DIMETH0XY-2'-MESRISAN-3-0NE 
T-a-* , ,6 , -DI-OH-4,6-DIME0-2'-METHYLGRlSAN-3-0NE 
BENZYL AMPHET AM INE 
BENZYL AMPHETAMINE 

N,N-DI-B-HYDROXYETHYL-*-AMIN0BIPHENYL 
ETHYLCYANOACETATE, 3-BUTOXYBENZAL 
AMPICILLIN 

OIETHYLMAL0NATE, 3-ETHOXYBENZAl 

01 ETHYLMALONATE, 3, 4-DIMETHOXYBENZAL 

DI ETHYLHAL0NAT E, 3, 5-DIMETH0XYBENZAL 

BENZ IM 1 0AZOL E, 5-OCT YL- 2-1 TR I FLU0R0ME THYL I 

N-CYCLOHEPTYLCINNAMAMIDE 

N, N-HEPTAMETHYLENEC INNAMAM IDE 

H0MATROPINE 

H0HATR0PINE 

2-METHOXY-*-ALLYLPHEN0XYACETYLMORPHDLINE 
2-ME-5-PH-5-CARBETHOXY-2-AZABICYCI2,2,l>HEPTANE/EXO/ 
2-ME-5-PH-5-CARBETHOXY-2-AZABlCYCI2,2,l)HEPTANE/ENOO/ 
GLUCOSE PENTA- ACETATE 

2-ALLYL0XYL-4-CL-NI2-DIETAMIN0ETI-BENZAHIDE 
Z,»-DIMETHYL-5-ET-2 , -0H-6,7-BENZ0H0RPHAN/NIH#7938 

2.5- 0IMETHYL-9-ET-2 , -0H-6,7-BENZ0M0RPHAN/NIH#7951 
N-HEPTYLC INNAMAM IDE 

2-HETH0XY-4-ALLYLPHENDXYACETAHIDE, N-ME-N-PR0PYL 
2-METH0XY-*-ALLYLPHEN0XYACETAMIDE,N.N-DIETHYL 
2-METH0X»-6-ALLYLPHEN0XYACETAMIDE,N,N-DI ETHYL 
BARBITURIC ACID, i-IN,N-DIET-CARBAMYLMEI-5,5— DIALLYL 
P-AMINOSALICYLIC ACID, 9-CHLOR0NONYL ESTER 
2-METHOXY-4-ETHOXYCARBONYLPHEN0XYACETAHIDE ,N,N-DI ET 
GLUCOPYRANOS IDE, 2- I SOPROPYL- 5-MEPHENYL (BETA) 
GLUC0PYRANOSIDE, 3— T-BUTYLPHENYL (BETAt 
P-AMINOSALICYLIC ACID.N-NONYL ESTER 
2-METHOXY-*-PR0PYLPHENOXYACETAMI0E,N,N-DIETHYL 
P-AMINOSALICYLIC ACID, 9-HY0R0XYN0NYL ESTER 
3_HE0-*-ET0-BENZ0IC ACID.OIETHYLAMINOETHYL ESTER 
3,«.5-TRIKETHOXYBENZOIC AC I D, D I ETHYL AMI N0E THYL ESTER 
P-AMINOBENZOIC ACID.A,A,B-TRIME-B-(DIETAM)-ETHYL EST. 
P-AMIN0BENZ0IC ACID, A, B.B-TRIME-B-IDIETAMI-ETHYL EST. 
BENZOIC ACID, P-ANYLAM IN0 ,N,N-01MEAMIN0ETHYL ESTER 
BENZOIC ACID.P-AMYLAMINO.N.N-DIMEAMINOETHYL ESTER 
BENZOIC ACID, P-AMYL AMINO ,N ,N-OI MEAMI N0ETHVL ESTER 
BENZOIC ACI0,P-AMYLAMIN0,N,N-0IHEAMINOETHYL ESTER 
Nl-DECYLN ICOT INANI DE CHLORIOE 
PI PER I DINE, l-OECYL , 3-CARBAMYL 



Partition Coefficients and Their Uses 
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NO. SOLVENT 



5001 

SO02 
S003 
3004 
5005 
5006 
50C7 
500S 
5009 
5010 
5011 
5012 
5013 
5014 
5015 
5016 
5017 
5018 
50 19 
5020 
5021 
50 22 
5023 
5024 
5025 
5026 
5027 
5028 
5029 
5030 
6031 
5032 
5033 
5034 
5035 
5036 
5037 
5038 
5039 
5040 
5041 
5042 
5043 
5044 
5045 
5046 
5047 
5048 
5049 
50 50 
50 51 
50 52 
5053 
5054 
5055 
5056 
5057 
5058 
5059 
5060 
5061 
5062 
504 3 
5064 
5065 
5066 
5067 
5068 
5069 
5070 
5071 
5072 
5073 
5074 
5075 
5076 
5077 
5078 
5079 
5080 
50 81 
50 82 
5083 
50e4 
5065 
5086 
5087 
5086 
5089 
5090 
5091 
5092 
5093 
5094 
5095 
5096 
5097 
5098 
5099 
5100 



N-HEPTANE 

01 ETHYL ETHER 

ME-I-BUT. KETONE 

BENZENE 

CCL4 

NITROBENZENE 

OCTANOL 

CYCLOHEXANE 

CYCLOHEXANE 

CYCLOHEXANE 

DIETHYL ETHER 

CYCLOHEXANE 

CYCLOHEXANE 

CYCLOHEXANE 

PRIM. PENTANOLS 

DIETHYL ETHER 

HEXANE 

HEXANE 

OCTANOL 

HEXANE 

N-HEPTANE 

01 ETHYL ETHER 

OIETHYL ETHER 

HEXANE 

CHCL3 

DODECANE 

OCTANOL 

OCTANOL 

OCTANOL 

OCTANOL 

CYCLOHEXANE 

CHCL3 

CHCL3 

N-HEPTANE 

DODECANE 

OCTANOL 

CHCL3 

OCTANOL 

OCTANOL 

DODECANE 

OOOECANE 

OCTANOL 

OCTANOL 

OIETHYL ETHER 

I-BUTANOL 

CHCL3 

HEXANE 

DIETHYL ETHER 

OIETHYL ETHER 

N-HEPTANE 

OCTANOL 

I-BUTANOL 

OCTANOL 

OCTANOL 

CHCL3 

CHCL3 

N-HEPTANE 

DOCECANE 

CYCLOHEXANE 

CHCL3 

CHCL3 

DIETHYL ETHER 

N-BUTANOL 

I-BUTANOL 

PRIM. PENTANOLS 

HEXANOL 

CYCLOHEXANOL 

PARAFFINS 

DIETHYL ETHER 

DIETHYL ETHER 

OCTANOL 

CHCL3 

CHCL3 

N-HEPTANE 

OCTANOL 

OCTANOL 

OCTANOL 

N-HEPTANE 

DIETHYL ETHER 

OILS 

I-BUTANOL 

N-HEPTANE 

DIETHYL ETHER 

CYCLOHEXANE 

CYCLOHEXANE 

CYCLOHEXANE 

OCTANOL 

OCTANOL 

DIETHYL ETHER 

I-BUTANOL 

DI-I-PR. ETHER 

N-HEPTANE 

OLEYL ALCOHOL 

OCTANOL 

OLEYL ALCOHOL 

N-HEPTANE 

CHCL3 

CHCL3 

CYCLOHEXANE 
OLEYL ALCOHOL 



REF FOOT 
NOTE 

479 31 
236 17 
236 17 
480 
480 

92 46 
268 
141 
304 
141 

143 62 

304 

141 

141 

481 

143 62 

456 

456 

238 

456 

416 14 
143 62 
465 62 
456 

482 68 
475 

475 46 

483 44 
218 

56 
484 

482 68 
482 69 

485 '14 
475 

475 46 

486 46 
475 46 
475 46 
475 
475 

186 
218 

3 

4 

466 

466 

457 62 



17 - 



457 62 

477 

127 

130 

127 

483 44 
482 68 
482 69 
485 14 
475 
484 

482 68 

482 69 

487 

487 

487 

487 

487 

487 

487 

143 62 
465 62 
475 46 
46 6 46 
396 31 
396 31 
276 
218 
218 
477 

3 
462 

4 
477 

4 57 62 

304 

446 

446 

218 

218 

3 17 

4 12 
488 
477 
142 
276 
489 
477 
490 17 
490 17 
446 

142 



17 



27 



LOGP 
SOLV 

5.31 
2.88 
2.03 
0.11 
0.09 
0.07 
-1.00 
4.22 
3.83 
3.52 
3.16 
3.44 
3.05 
4.22 
2.34 
4.35 
0.14 
-0.10 
2.18 
0.26 
1.62 
4. 93 
3.70 
-0.44 
-1.05 
•0.12 
-0.66 
5.16 
5.35 
5.32 
0.95 
1.09 
2.10 
1.86 
4.86 
1.51 
1.22 
1.23 
1.79 
4.79 
4.67 
0.76 
0.70 
0.68 
0.87 
4.04 
2.38 
.03 
.13 
.70 
.28 
.46 
.22 
.55 
0.59 
1.43 
1.71 
4.02 
1.50 
-1.22 
1.76 
-3.80 
-0.17 
-0.33 
-0.77 
-0.92 
-0.27 
-4.70 
5.65 
2.24 
0.91 
0.73 
3.15 
1.87 
3.30 
3.27 
3.40 
1.26 
2.14 
2.33 
2.03 
-2.36 
2.86 
4.00 
2.48 
3.11 
1.79 
1.83 
0.61 
1.94 
-0.03 
-3.25 
2.20 
2.85 
2.15 
-2.89 
0.33 
0.40 
3.21 
2.97 



2. 
Z. 
-1. 
2. 
0. 
1. 
4. 



LOGP EMPIRICAL 
OCT FORMULA 

C16H3202 

C16H3404P1 
1.81 C16H3 5 04P1 
1.51 A C16H3504P1 

C16H3504P1 

C16H36I1N1 
-1.00 • C16H38BR2N2 

C17H12CL1N102 

C17H1202 

C 17 HI 202 
2.89 A C17H1203 

C17H1203 

C17H13N102 

C17H13N102 
2.62 C17H14N202 

3.93 A C17H1403S1 

C17H17CL106 

C17H17CL106 
2.18 - C17H17CL106 

C17H17CL106 

C17H18N206 
4.44 A C1TH1803 
3.36 A C17H1605 

C17H1806 
-0.37 N C17H19CL1N201SI 

C17H19CLIN201S1 
-0.66 • C17H19CL1N201SI.HCL 
5.16 ' C17H19CL1N2S1 
5.35 - C17H19CL1N2S1 
5.32 - C17H19CL1N2SI 

C17H19CL1N2S1 

1.62 N C17H19CL1N2SI 
2.55 N C17H19CL1N2S1 

C17HL9CLIN2SI 
C17H19CHN2S1 

1.51 ■ C17H19CL 1N2S1 .HCL 

1.73 N C17H19CL1N2S1 .HCL 

1.23 ■ C17H19CL1N2S1.HCL 

1.79 - C17H19CL1N2SUHCL 
C17H19CL1N2S1 
C17H19CL1NZS1 

0.76 « C17H19N103 

0.70 • C17H19N1D3 

0.25 8 C17H19N103 

0.72 C17H19N103 

3.22 8 C17H20N2 
C17H20N2 

1.89 A C17H20N202 

1.99 A C17H20N202 
C17H2ON202 

2.28 « C17H20N2O5S1 

0.14 C17H20N2O5SI 

1.22 * C17H20N206S1 

4.55 * C17H20N2SI 

1.16 N C17H20N2S1 

1.94 N C17H20N2S1 

C17H20N2S1 
C17H20N2SI 
C17H20N2S1 
-0.53 N C17H20N2SI 
2.25 N C17H20N2S1 
C17H20N406 
-0.75 C17H20N406 
-0.97 C17H20N406 
-1.28 C17H20N406 
-1.25 C1TH20N406 
-1.46 C17H20N406 
C17H20N406 
5.06 A C17H2003 
2.09 A C17H2004 
0.91 • C17H21CL1N2SI 
1.25 N C17H21CLIN2S1 
2.47 B C17H21N1 
C17H21N1 
3.30 * C17H21N101 
3.27 • C17H21N101 
3.40 « C17H21N101 
C17H21N101 

2.73 B C17H21N104 
1.92 B C17H21N104 
2.34 C17H21N104 

C17H21N104 

2.63 A C17H22N202 

C17H2205 

C17H23NIOI 

C17H23N101 
1.79 » CI7H23N103 
1.83 - C17H23N103 
1.39 8 C17HZ3N103 
Z.ZZ C17H23N103 

C17H23N103 

C17H23N103 

2.74 C17H23N103 
2.85 » C17H23N301 
2.70 C17H23N30Z 

C17H24N202 
0.05 B C17H25CLIN201.HBR 
0.11 8 C17HZ5CL1N201.HBR 

C17H25N101 
3.51 C17H25N103 



NAME 



HEXAOECANOIC ACIO/PALMITIC ACID/ 

DIOCTYLPHOSPHATE 

DIOCTYLPHOSPHATE 

PHOSPHORIC ACIOr 01 1 2-ETHYLHEXYL ) 
PHOSPHORIC ACID* DZ ( 2-ETHYLHEXYL } 
TETRA-I N-BUTYL ) AMMONIUM IODIDE 
DECAMETHONIUM BROMIDE 

1 1 4-NAPHTHOQUINONEt 2-CL * 3-ANILIN0t 6-METHYL 
INDANEt It 3-0I0NEt 21 2-METHYLBENZALI 
It 4-NAPHTHOQUlNONEt 2-METHYLt 3-PHENYL 
2-HYDROXYNAPHTHOQUINONEt 3-PHENYLMETHYL 
INDANEt I. 3-DZONE? 21 2-HETHQXYBENZAL) 
It 4-NAPHTHOQUINONEt 2-ANILlN0t 6-METHYL 
It 4— NAPHTHOQUINONE 1 2-NETHYLt 3-ANILINO 
5-PYRAZOLONEt 1-PHENYL t 3-METHVLt 4-BEN20YL 
2-HVDROXYNAPHTHOOUINONEt 3-1 W-A-THI ENYLPROPYL) 
7-CL-4,6,4'-TRIMEO-6'-HEGRIS-3>-EN-3t2'-0I0NE 
D0-7-CL-4t6t2 , -TRIN6D-6!-MEGRIS-2'-EN-3,4'-DlON6 
GftlSEOFULVIN 

LD-7-CL-4.6,Z , -TRIMED-6»-MEGRIS-2'-EN-3i4 , -0I0NE 
BISIP-AMINOSALICYLIC ACID) PROPYL ESTER 
2-HYDROXYNAPHTHOQUINONEt 3-CYCLOHEXVLHETHYL 

2- HYDROXYNAPHTHOQUINONEi 3-1 4-CARBOMETHOX YPENTYL) 
4t6»2'-TRIMEO-6'-MEGRlS-2 , -EN-3,4"DI0NE 
CHLORPROMAZINE SULFOXIDE 

CHLORPRONAZINE- SULFOXIDE 

CHL0RPR0HA2 INE-SULFOXIDE.HCL 

CHLORPRONAZINE 

CHLORPRONAZINE 

CHLORPRQMAZINE 

CHLORPRONAZINE 

CHLORPRONAZINE 

CHLORPROMAZINE 

CHLORPRQMAZINE 

CHLORPRONAZINE 

CHLORPROMAZINE HYDROCHLORIDE 
CHLORPROMAZINE HYDROCHLORIDE 
1-CHLORPROMAZINE HYDROCHLORIDE 

3- CHL0RPR0MAZINE HYDROCHLORIDE 

1- CHLORPROMAZINE 
3- CHLORPROMAZINE 
MORPHINE 
MORPHINE 
MORPHINE 
MORPHINE 

OESOIHETHYLIMIPRAMINE 
DESDIMETHYL IMIPRAM INE 

It 4-NAPHTHOQUINDNEt 2-C YCLOHE XYLMETHYLHYDRAZI NO 

It 4-NAPHTH0QUIN0NEt 2-W-CYCLOPENTYLETHYLHYDRAZI NO 

TROPIC ACI0,N-ET-N-G-PIC0LYLAH1DE 

PENICULINt A-PHENOXYETHYL 

PENICILLIN.A-PHENOXYETHYL 

PENICILLINtZt 6-D IMETHOXYPHENYL 

PROMAZINE 

PROMAZINE 

PROMAZINE 

PROMAZINE 

PROMAZINE 

PROMETHAZINE 

PROMETHAZINE 

PROMETHAZINE 

RIBOFLAVIN 

RIBOFLAVIN 

RI 80 FLAVIN 

RIBOFLAVIN 

RI BOFL AVIN 

RIBOFLAVIN 

RIBOFLAVIN 

2- HYDROXYNAPHTHOQUINON Et 3- I-HEPTYL 
2-HYOROXYNAPHTHOQUINONEt 3-( 5— OH-5-METHYLHEXYLI 
PROMAZINE HYDROCHLORIDE 

PROMAZINE HYDROCHLORIDE 

BENZPHETAMINE 

BENZPHETAMINE 

BENADRYL /PKA» 8.98/ . 

DIPHENHYDRAMINE 

DIPHENHYDRAMINE 

DIPHENHYDRAMINE 

COCAINE 

COCAINE 

COCAINE 

SCOPOLAMINE 

It 4— NAPHTHOQUINONE t2-HEPTYLHY0RAZ I NO 

DlETHYLMALONATEt 3-PROPOXYBENZAL 

N-CYCLOOCTYLCINNAMAMIDE 

Nt N-OCT AM ETHYL ENECINNAMAMIOE 

ATROPINE 

ATROPINE 

ATROPINE 

ATROPINE 

ATROPINE 

AT ROPINE 

2-METH0XY-4-ALLYLPHEN0XVACETYLP I PERIDI NE 
MEPYRAM INE / PKA « 8.85/ 

CINCHONINAMIDE,N-(2-01ETHYLtAMINOETHYLI-2-METHOXY 
ATUR6AN 

l-(M-CLBENZYLl-3-N-DIETCARBAM0YLIPIPERIDIN 

1- (P-CLBENZYLI-3-N-DIETCARBAM0YL)PIPER10IN 
N-OCTYLCINNAM AMIDE 

2- METH0XY-4-ALLYLPHEN0XYACETAMI DE. N-ME , N-BUTYL 
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NO. 


SOLVENT 


REF 


FOOT 








NOTE 


5101 


OLEYL ALCOHOL 


1*2 




5102 


CHCL3 


*»1 


46 


S103 


CHCL3 


*90 


17 


510* 


CHCL3 


*90 


17 


5105 


N-HEPTANE 


*16 


14 


5106 


CHCL3 


*90 


17 


5107 


HIXEO SOLVfl 


*33 




5108 


CYCLOH6XAN6 


*74 


14 


5109 


CHCL3 


474 


14 


5110 


BENZENE 


*7* 


14 


5111 


ETHYL ACETATE 


474 


14 


5112 


N-HEPTANE 


370 


1* 


5113 


OLEYL ALCOHOL 


♦73 




511* 


N-HEPTANE 


370 


14 


5115 


OLEYL ALCOHOL 


*73 




5116 


OLEYL ALCOHOL 


*73 




5117 


OLEYL ALCOHOL 


*60 




5118 


DIETHYL ETHER 


378 


44 


51 IS 


DIETHYL ETHER 


378 


44 


5120 


DIETHYL ETHER 


378 


44 


5121 


CHCL3 


*6* 


46 


5122 


OCTANOL 


65 


46 


5123 


OCTANOL 


65 


46 


512* 


OCTANOL 


3*8 




5125 


BENZENE 


478 




5126 


OCTANOL 


297 


46 


5127 


CCL* 


*12 




5128 


CHCL3 


*12 




5129 


OCTANOL 


1*1 




5130 


CYCLOHEXANE 


1*1 




5131 


01 ETHYL ETHER 


1*3 


62 


5132 


CHCL3 


96 




5133 


CHCL3 


96 




513* 


CHCL3 


96 




5135 


CHCL3 


96 




5136 


CHCL3 


96 




51 37 


CHCL3 


96 




5138 


CHCL 3 


96 




51 39 


OCTANOL 


56 




5 1*0 


CHCL 3 


96 


32 


51*1 


CHCL 3 


96 


33 


51*2 


CHCL 3 


96 




51*3 




56 




51** 


HEXANE 


*56 




51*5 


HEXANE 


*56 




51*6 


OCTANOL 


*S3 


44 


51*7 


CHCL3 


*82 


68 


51*8 


CHCL3 


*82 


69 


51*9 


N-HEPTANE 


*S5 


14 


5150 


DOOECANE 


*75 




5151 


NIXED SOLVI1 


*33 




51!2 


OCTANOL 


*75 


46 


5153 


CHCL3 


*86 


46 


515* 


HIXEO SOLVDl 


*33 




5155 


N-HEPTANE 


*16 


14 


5156 


CHCL 3 


*82 


68 


5157 


CHCL 3 


*82 


69 


5158 


CHCL3 


*82 


68 


5159 


CHCL3 


*82 


69 


5160 


OCTANOL 


218 




5161 


01 ETHYL ETHER 


1*3 


62 


5162 


OCTANOL 


276 




5143 


OCTANOL 


276 




516* 


DIETHYL ETHER 


*65 


62 


5165 


DIETHYL ETHER 


1*3 


62 


5166 


DOOECANE 


*75 




5167 


DIETHYL ETHER 


*92 


17 


5168 


DIETHYL ETHER 


3 


17 


5169 


DIETHYL ETHER 


359 




5170 


CHCL3 


493 




5171 


CHCL3 


359 




5172 


I-BUTANOL 


* 




5173 


CCL* 


*92 




517* 


CLCH2CH2CL 


*92 




5175 


FTHVI ni F ATP 


*9* 




5 176 


PTtaVt (11 p ATP 


49* 




l 77 




*95 




ft 1 7 fit 




56 




ft 1 70 




483 


44 


5 1 60 


UlCtnTL Circn 


*66 




5181 


CHCL3 


466 




5182 


HE XANE 


*66 




5163 


CHCL3 






518* 


nlCTUV, CTt-CO 

U I c I HTL tl rtK 


466 




5185 


CHCL 3 






5186 


HEXANE 


466 




5187 


OCTANOL 


*83 


44 


5188 


N-HEPTANE 


485 


14 


5189 


CHCL 3 


*82 


68 


5190 


CHCL3 


*82 


69 


5191 


OCTANOL 


56 




5192 


OCTANOL 


127 




5193 


OCTANOL 


127 




519* 


I-BUTANOL 


130 


12 


5195 


CHCL 3 


482 


68 


5196 


CHCL3 


*82 


68 


5197 


CHCL3 


482 


69 


5198 


CYCLOHEXANE 


141 




5199 


DIETHYL ETHER 


496 




5200 


ETHYL ACETATE 


496 





LOOP 


LOOP 




EMPIRICAL 


SOLV 


OCT 




FORMULA 


2.75 


3.29 




C17H25N103 


-1.62 






C17H25N107SI 


-0.12 


-0.12 


B 


C17H25N303.HBR 


0.00 


-0.23 


B 


C17H25N303.HBR 


1.68 






C17H26CL1N103 


-0.02 


-0.25 


B 


C17H26N201.HBR 


2.23 






C17H26N203 


-0.77 






C17H26N403S2 


1.17 


0.77 


B 


C17H26N403S2 


-2.52 






C17H26N403S2 


0.07 


0.06 




C17H26N403S2 


2.08 






C17H27N103 


4.27 


4.84 




C17H27N103 


1.24 






C17H27N10* 


3.52 


4.09 




C17H27N104 


3.37 


3.90 




C17H27N1Q4 


3.29 


3.82 




C17H28N202 


1.10 


1.90 


B 


C17H28N203 


1.09 


1.89 


B 


C17H2SN203 


1.07 


2.00 


9 


C17H28N203 


2.70 






C17H29N106S1 


-0.29 


-0.29 


u 


C17H30BR1N1 


0.44 


0.44 


m 


C17H30BR1N1 


1.28 


1.28 


m 


C17H31N102 


-1.15 


-0.25 


a 


C17H34N2Q1 


-0.22 


-0.22 


m 


C17H38I1NI 


2.05 






C18H12CU1N202 


3.48 






C18H12CU1N203 


1.73 


1.73 


m 


C18H14N203 


-0.71 






C18H14N203 


4.04 


3.68 


A 


C18H1403 


-0.42 






C18H15BR103S1 


-0.25 






C18H15BR1S1 


-0.63 






C18H15CL1S1 


-2.52 






C18H15I 103S1 


1. 12 






C18H15I IS! 


-1.00 






C18H15N102S1 


-0.29 






C18H15N103SI 


2.87 


2. 87 


a 


C18H15Q1PL 


1.01 






C18H17CR104S1 


-0. 15 






C18H17CR1Q4S1 


-1. 00 






C18H1704P1S 1 


-0. 89 


-0.89 


m 


C18H18N207S1 


0.36 






C18H19CL106 


0.57 






C16M19CL106 


5. 19 


5. 19 


m 


C18H19P3N2S1 


1.30 


1.82 


N 


C18H19F3N2S1 


1.76 


2.25 


N 


C18H19F3N2SI 


1.15 






C1BH19F3N2S1 


5. 14 






C18H19P3N2S1 


0.30 






C18H19N304 


1.78 


1.78 


m 


C18H20CL1F3N2SI 


1.46 


1.92 


N 


C18H20CL1F3N2S1 


2.36 






C18H20N20? 


1.74 






C18H2ON206 


0.88 


1.43 


N 


C16H20N2S1 


1.92 


2.40 


N 


C18H20N2S1 


1.14 


1.67 


N 


C18H20N2S1 


1.88 


2.36 


N 


C18H20N2S1 


5.07 


5. 07 


■ 


C18H2002 


5.64 


5,06 


A 


C18H2003 


4.36 


4,36 


* 


C18H20O3S1 


4.91 


4,91 


■ 


C1BH2004 


3.40 


3.10 


A 


C18H2005 


3.82 


3.47 


A 


C18H2005 


5.07 






C18H21CL1N2SI 


0.19 


1.01 


8 


C18H21N103 


-0.10 


0.78 


8 


C18H21N103 


0.03 


0.88 


B 


C18H21N103 


1.94 


1.42 


3 


C18H21N103 


2, 17 


1.63 


B 


C18H21N1Q3 


1.21 


1.19 




C18H21N103 


-0. 62 






C18H21N103 


•I. 32 






C18H21N103 


1.29 






C18H21N103 


1.37 






C18H2 IN 104 


0.78 






C18H21N3 


-0. 15 


-0. 15 


m 


C18H22CL1N2S1 


4.28 


4. 28 




C1BH22N2 


2.88 


2.65 




C18H22N2 


3 s ? 

3 . 


3.05 


g 


f 1 RH77N2 


2.27 






I 10 M< (111 


2.43 


1 84 






2. 00 


1.87 




C18H22N201 




1.48 


Q 


C 1 8H22N201 


o!?2 






C18H22N201 


4.90 


4.90 




C18H22N201S1 


1.51 






C18H22N201S1 


0.71 


1.27 


N 


C18H22N201S1 


1.38 


1.90 


N 


C18H22N201S1 


3.50 


3.50 


■ 


C18H22N202S2 


2.65 


2.65 




C18H22N205S1 


2.76 


2.76 


m 


C18H22N205S1 


0.66 


0.42 




C18H22N205S1 


1.06 


1.60 


N 


C18H22N2S1 


1.14 


1.67 


N 


C18H22N2S2 , 


1.88 


2.36 


N 


C1BH22N2S2 .' 


3.45 






C18H2202S2 


-0.18 


-0.04 


A 


C18H220* 


0.75 


0.75 




C1SH220* 



NAME 



2-HETH0XY-4-ALLYLPHEN0XVPR0PI0NAMI DE »N»N-DI E7HYL 
ATROPINE SULFATE 

l-IM-N02BENZYL>-3-(N-DIETCARBAM0YL)PIPERI0INE 
l-lP-N02BENZYLI-3-(N-DIETCARBAM0YL»PIPERI0lNE 
P-AMINOSALICYLIC ACID* 10-CHLORODECYL ESTER 

1- BENZYL- 3-1 NtN-OI ETCAR8AM0YLI P1PERI0I NE-HBR 
BARBITURIC ACID, l-N-HEPTYL-5, 5-OIALL YL 
THIAMINE T ETRAHYDROFUR FURYL DISULFIDE 
THIAMINE TETRAHYOROFUR FURYL DISULFIDE 
THIAMINE TETRAHYOROFUR FURYL DISULFIDE 
THIAMINE T ETRAHYDRDFURFURYL DISULFIDE 
P-AMINOSALICYLIC ACID, OECYL ESTER 
4-BUT0XYBENZ0IC AC I D, D I ETHYL AM I NOE THYL ESTER 
P-AMINOSALICYLIC AC ID. 10-HYDR0XY0ECYL ESTER 
2,4-DIETHOXYBENZOIC AC lO.OIETHYLAHINOETHYL ESTER 
3i4-DIETH0XYBENZDIC AC ID ,DIE THYL AH I NOE THYL ESTER 
P-AHINDBENZOIC ACID,TETRAHE-B-t DIETAMI-ETMYL ESTER 
N-M-BUT0XYPHENYLCARBAM1C AC 1 0, D I ET AM I NOE T. ESTER 
N-O-BUTOXYPHENYLCARBANIC ACID, 01 ETAMINOE T. ESTER 
N-P-BUTOXYPHENYLCARBAM IC AC I D»D I ETAMINOE T. ESTER 
N-ME-3-HETH0XYCARB0NYLPYR IDIN1UM NONYLSULFATE 
BENZYL DIMETHYL OCT YL AMMONIUM BROMIDE 

DODECYLPYR 1 0 IN 1UM BROMIDE 
N-DODECANDYLCYCLDBUTAN ECARB0XAM1 DE 
PI PERI DINE. 1-0ECYL,3-(N-METHYLCARBAMYL) 
TR I PENT YL- ETHYL- AMHON I UM IODIDE 

6- QUINOL IN0L01 BIS ) -CU( 1 1 ) 
8-0UIN0LIN0L0IBIS)-CU(III 

1, 4-NAPHTH00U I NONE , 2- ACETAMIDO-3-AN1LI NO 
1,4-NAPHTH0QUIN0NE.2-ACETAHI00,3-ANILIN0 

2- HYDROXYNAPHTHOOUINQNE, 3-1 W-PHENYLETHYL ) 
TR IPHENYLSUL PON IUM BROMATE 

TR IPHENYLSULFONIUM BROMIDE 

TR IPHENYLSUL FONIUM CHLORIDE 

TR IPHENYLSUL FONIUM I0DATE 

TR IPHENYLSUL FONIUM IODIDE 

TR IPHENYLSUL FONIUM NITRITE 

TR IPHENYLSUL FONIUM NITRATE 

PHOSPHINE OXIDE, TR I PHENYL 

TR IPHENYLSUL FONIUM CHROHATE 

TR IPHENYLSUL FON IUM CHROHATE 

TR IPHENYLSUL FONIUM PHOSPHATE 

CEPHALOSPDRANIC ACID,7(D-MANDELAMIDOI 

7- CL-2 , -ETO-4,6-DIME0-6'-H£SRIS-2 , -EN-3,4 , -DI0NE 
7-CL-4 , -ETa-*,6-D]MEO-6'-MEGRI$-3 , -EN-3,2'-OI0NE 
TR I FLU PROMAZINE 

TR IFLU PROMAZINE 
TR IFLU PROMAZINE 
TR IFLUPROMAZ INE 
TRIFLUPROMAZINE 

BARBITURIC ACID, 1- I N-PHENYLCARBAMYLHE ) -5 , 5-DI ALLYL 

TR IFLUPROMAZ INE HYDROCHLORIDE 

TRIFLUPROMAZINE HYDROCHLORIDE 

BARBITURIC ACID, l-B-PHENYLETHYL-5, 5-DI ALLYL 

81 SI P-AMINOSALICYLIC ACIDI BUTYL ESTER 

METHDILAZINE 

METHDILAZINE 

PYRAT H I AZ INE 

PYRATH1AZ1NE 

*,*' -STILBENEDIOL, A, A- -DIETHYL 

2-HYDROXYNAPHTHOQU INON E, 3- ( W-CYCLOHE XYLE THYL ) 

2-0H-3-CARB0XY-5-ME-BENZTHID-Z I-PRDPYL PHENYLETHER 

2-OH-3- CAR BOXY- 5-ME-BENZYL-2 '-I-PROPYLPHENYLETHER 

2-HYDROXYNAPHTHOQUINONE , 3- I 2-ME-5-CARBOMETHOXYPENT) 

2-HYDROXYNAPHTHOQU INONE, 3- <W-ME-H-CARBOMETH0XYPENT> 

BUTYL "CMLORPROMAZ INE" 

CODEINE 

CODEINE 

CODE INE 

CODEINE 

CODEINE 

CODEINE 

COOEINE 

CODEINE 

DICODIDE /DIHYDROCOOIENONE/ 
EUCODAL /OXYCODONE/ 

BENZ 1M I CAZOLEt 1-DIMETHYLAMIN0ETHYL.2-BENZYL 

N-METHYLCHLORPROMAZINE CHLORIOE 

DESIPR AMINE 

DESIPR AMINE 

DESIPRAMINE 

DESIPR AM INE 

10-HYDROXYDESIMIPRAMINE 
2-HYDROXYDES IPRAMINE 
Z-HYDROXYDES IPRAMINE 
2-HYDROXYDES IPRAMINE 
METHOPROMAZ INE 
MET HDP ROM AZ INE 
METHDXYPROMAZINE 
METHOXYPRDMAZ INE 

PHENOTHI AZ INE, 2-HESULF0NYL-10-I 3-D I HE A MI NO PROPYL I 

PENICILLIN, l-PHENOXYPROPYL/PROPICILLIN/ 

PENICILLIN, 2-PHENOXY- 2- PROPYL 

PENICILLIN, l-PHENOXYPROPYL/PROPICILLIN/ 

TRIMEPRAZINE 

THIOM ETHYL PROMAZINE 

TH IOME THYL PROM AZ INE 

l,4-NAPHTHO0UIN0NE,2,3-DIBUTYLTHI0 

6-0X0ESTRI0L 

6-0X0ESTRI0L 
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NO. 


3UL VcN I 


D PF 

KCr 


rUU 1 


L0GP 


L06P 




pud io rr AL 


NAME 








NU 1 C 


SOL V 


OCT 








• 


CHCL3 


486 


46 


0.97 


1.46 


N 


C18H23CL1N201S1 


METH0XYPR0HA2 INE HYDROCHLORIDE 


5202 


IN— ntr 1 AN t 


4 77 




1 * 49 






C18H23N101 


ORPHENADRINE 


5203 


C YCL0HEXANE 


141 










r i a H71M i n?*; i 


It 4-NAPHTHOOUINONE , 2-BUTYLAM INQt 3~BUTYLTHI 0 




m Fvt ai muni 

ULcTL A LLU nUL 






2,57 


3. 14 




C18H23N 103 


2-METH0XY-4-ALLYLPHEN0XYACETAHI0E>NiN-0[ ALLYL 




U 1 1 1 nTL ClrtK 


496 




0* 89 


C. 90 


A 


C 18 H2403 


ESTRIOL 




crLVI *rf I ATP 
c i r i l hwci die 


496 




1 38 


1 ,43 




C18H24Q3 


ESTRI0L 


5 ZC 7 


niCTUVI CTLCD 

U I c I nTL e 1 r CK 






— 0. 92 


— 0, 69 




C18H2404 


6- A- HYDROXY ESTRIOL 




CTWVi if FTAIP 


496 




-q,05 


-0. 09 




C18H2404 


6-A-HY0R0XYESTRIOL 


5209 


LTCLUnt ft AN t 


304 




3* 62 






f 1 AH? 40 5 


DI ETHYL HAL ON ATE t 3-BUTO XY8ENZAL 


52 10 


CHCL 3 






3. 67 


2,91 


g 


C18H25N101 


DEXTROMETHORPHAN 




ni pvi ai mum 


489 


27 


2. 56 


3,10 




C18H25N302 


CI NtHONINANIOE.N-l 2-DI ETHYL- AMI N0E THYL 1 -2-ETHOXY 


52 12 


CHCL 3 


497 


46 


2* 55 






C18H268R1N1Q1 


DEXTROMETHORPHAN HYUR0BROM IDE 


52 13 


CHCL 3 


497 




1 ■ 77 






C18H26CL1N1Q1 


DEXTROMETHORPHAN HYDROCHLORIDE 


52 14 


CHCL3 


497 


46 


3« 1 1 






C18H261 1N101 


DEXTROMETHORPHAN HYDR0I0OI0E 


52 15 


N — k PDT A hip 


498 




-0. 07 






C18H2602 


TESTOSTERONE, 19-N0R/NANDR0L0NE/ 


52 16 


f YCI fiHFXANE 


446 


26 


3.17 






C18H27N101 


N-NONYLCINNAH AMIDE 


52 17 


kj — LCDTflWC 

N"rtr f flW C 


477 




2,33 






C16H27N102 


CARAMI PHEN 


5218 


m p vi Aim *-ni 

ULCTL ALwUrUL 


142 




3.07 


3.61 




C18H27N103 


2-METH0XY-4-ALLYLPHEN0XYACETAMI0E,N,N-0I PRCPYL 


52 19 


ni cvi ai muni 
ULCTL ALLUnUL 






I * 42 


1,97 




C18H27N104 


2-METH0XY-4-ALLYL PHENDXYETHOXYACETAM IDE ,N iN-01 ETHYL 


52 20 


ni cvi m /*nu/*l 
ULCTL ALvUHUL 






1 > 26 


1 f 81 




C18H27N105 


6- (2-HE0-4-ALLYLPHEN0XY)-ETHANOL0XYACETAMIDE,N,N-DIET 


5221 




490 


1 7 


0. 75 


0,41 


g 


C16H28N201.HBR 


1-IM-HEBEN2YL 1-3-1 N-DI ETCARBAMOYL) P IPERIDI NE 


5222 


CHCL 3 


490 


1 7 


0.51 


Of 20 


8 


C18H28N201.H8R 


l-IP-ME BENZYL ) -3-1 N-D I ETCARBAMOYL) P I PERI0I NE 




C HCL 3 


490 


1 7 


0,33 


0 • 05 


8 


C18H28N202 . HBR 


1-IM-ME0BENZYL »-3- IN-0 1 ETCARBAMOYL ) PI PERI DINE 


5224 


CHCL 3 


490 




0, 30 


0.03 


8 


C18H28N202.H8R 


1-IP-ME0BENZYL 1-3- IN-01 ETCARBAMOYL ) PI PERIDI NE 


5225 


1 Uv 1 Ml* UL 


353 




-0. 35 






CL8H29K103SI 


POTASSIUM D0DECYL BENZ ENESULFONATE 




I anrTAMili 

1 | ftNUL 


353 




-0,45 






C18H29NA103SI 


SODIUM D0DECYL BENZ ENESULFONATE 


5227 


OCTANE 


57 




3* 74 






C18H3003 


P-T-0CTYLPHEN0XYM0N0ETH0XYETHAN0L/0PE-1/ 


5228 


CHCL 3 




. , 


2*97 






C 18H3 1N106S 1 


N-ME-3-ETH0XYCARB0NYLP YR IDINIUM N0NYLSULFATE 


5229 


CHCL 3 






\* AB 








N-ME-3-HETH0XVCARB0NYLP YR IDI N IUM DEC YL SULFATE 


5230 


N-HEPTANE 


479 


7, 

3 1 










L 1 N0LE I C AC I D 


523 1 


N-HEPT ANE 


479 


3 1 


5 36 








OLEIC ACID 


5232 


a CM 7 CMC 
□ Erf L CMC 


478 




-0» 42 


0. 26 


g 


C18H36N201 


P I PERI D INEi 1-0ECYL , 3-1 N-ETHYLCARBAMYL I 


5233 


a CMT FN P 


478 




-0. 70 


0. 06 


B 


C18H36N201 


. PIPERIOINE, 1-DECYL , 3-1 N , N-DI ME THYL C ARB AH YL ) 




M— (» POT AM P 


479 


31 


5,43 






C18H3602 


0CTADECAN0IC ACID/STEARIC ACI0/ 


5235 


CHCL 3 


96 




0.00 






C19H15N1S2 


TR I PHENYL SULF0N IUM THIDCYANTE 


5236 


PARAFFINS 


499 




1 • 98 






C19H16N2 


N-PHENYL-P-PHENYLBENZAMIDINE 


5237 


OAOACCfAlC 

r AHAr rlNi 






2*16 






C19H16N2 


N- PHENYL-P-PHENYLBENZAM I DINE 


5238 


niCTUVI CTUBD 


143 


62 




4 00 






2-HYDR0XYNAPHTHO0UINON E, 3- 1 W-PHENYL PROPYL I 


5239 


1 ~ BU 1 ANUL 


1 30 




1 * 06 


0,98 




C19H17CL2N305S1 


DI CL0XAC ILL IN 


5240 


1 — BU 1 ANUL 






0. 75 


0*55 




C19H18CL1N305SI 


CL0XACILL IN 


5^1 1 


I — HUT AMD! 


1 30 




q, 59 


0, 32 




C19H19N3055 L 


0XAC ILLIN 


5242 


nri AfUni 


56 




3. 28 


3,28 


m 


C19H20N2Q3 


0XYPHENBUTAZ0NE 


5243 


Dl C I nit tiFcrv 


143 


62 


5,45 


4, 90 


A 


C19H20O3 


2— HY0ROXYNAPHTHOQU INDNE, 3- ( W-CYCLOH6XEN-3YL- PROPYL) 


5244 


HEXANE 
n w nil t_ 


456 




0.99 






C19H2LCL106' V, 


7-CL-4,6-DIME0-6'-ME-2<-PR0P0XYGRIS-2'-EN-3,4'-DI0NE 


5245 


HEXANE 


456 




1. 38 






C19H2 ICL106 


7-CL-4,6-DIME0-* , -ME-4'-PR0P0XY6RIS-3'-EN-3,2'DI0NE 


5246 


HEXANE 


456 




0, 98 






C19H21CL1D6 


7-0.-6, 2' -DlET0-4-ME0-6'-ME0RIS-2 , -EN-3,4'-Di ONE 


5247 


CHCL 3 


482 


68 


1* 51 


2.02 


H 


C19H21F3N2S1 


RHODI A#7746/TR IFLUOTR IMEPR A2 INEZ 




CHCL 3 


482 


69 


2,02 


2.49 


M 


C L9H2 LF3N2S 1 


RH001 A#7746/TR IFLUOTRIMEPRAZ INEZ 


5249 


r_niT audi 


4 




2,02 


2. 34 






THEBAINE 


52S0 


Ui 1 1 nTL t 1 HtH 




17 


1,21 


1,91 


8 


f 19H21N1Q3 


THEBAINE (PARAMORPHINE 1 


5251 


OCTANOL 


483 


44 


3.96 


3. 96 


m 


C19H2 IN1SI 


□OSULEPINE 


5252 


CHCL3 


482 


68 


0«64 


1.21 


N 


C19H21N3S1 


CY AMEPROMAZ I NE 


5253 


CHCL 3 


482 


69 


l,H 


1.64 


N 


C19H2 IN3S1 


CY AM E PROMAZINE 


5254 


OCTANOL 


276 




3. 92 


3, 92 




C19H22N2 


TR IPROL I DINE /PKA » 9.50/ 


5255 


CHCL3 


482 


68 


0, 59 


1.16 


N 


C19H22N201S1 


ACEPROMAZINE 


5256 


CHCL3 


482 


69 


2, 29 


2.74 


N 


C19H22N201S1 


ACEPROMAZINE 


5257 


N-HEPTANE 


485 


14 


Of 88 






C19H22N201S1 


ACEPROMAZINE 


5258 


N-HEPTANE 


416 


14 


1.95 






C19H22N206 


BIS(P-AMINOSAL ICYL IC ACID! A HYL ESTER 


5259 


CHCL3 


482 


68 


0, 85 


1 ,40 


N 


C19H22N2S1 


MEPAZINE 


5260 


CHCL3 


482 


69 


1. 60 


2. 10 


N 


C19H22N2S1 


MEPAZINE 


526 L 


CHCL3 


500 


14 


1, 57 






C19H22N403S1 


THIAMINE, S- BENZOYL 


5262 


CHCL3 


500 


14 


0,45 






C19H22N403S2 


THIAHINE,0-8£NZ0YL 


5263 


DIETHYL ETHER 


143 


62 


5. 93 


5.31 


A 


C19H22Q3 


2-HYDR0XYNAPHTH0QUIN0NE, 3- ( H-CYCLOHEXYL PROPYL) 


5264 


DIETHYL ETr-ER 


465 


62 


3,92 


3. 56 


A 


C19H2204 


2-HYDR0XYNAPHTHO0UINON E, 3- ( 2-METMYLOC TYL-7-0NE ) 


5265 


DI ETHYL ETHER 


465 


62 


3. 20 


2.93 


A 


C19H2205 


2-HYDR0XYNAPHTH00UIN0NE, 3-( 8-CARBOX YOCTYL ) 


5266 


DIETHYL ETr-ER 


465 


62 


4, io 


3.72 


A 


C19H2205 


2-HYDR0XYNAPHTH00U INONE, 3- ( 2-HE-fr-CARBOME THOX YHEX) 


5267 


OCTANOL 


483 


44 


3, 88 


3,88 


a 


C19H23CL1N2 


CHLORIMIPRAMINE 


5268 


DI ETHYL ETt-ER 


501 


17 


-0. 88 


0.07 


B 


C19H23N302 


ERGOMETR INEZ ERGON I VINE/ 


5269 


DIETHYL ETHER 


501 


17 


0,41 


1,21 


B 


C19H23N302 


ERGOMETRININE 


5270 


CHCL3 


500 


14 


-2,40 






C19H23N406P15 1 


THIAMINE MONOPHOSPHATE, S-8ENZ0YL 


5271 


50XFTHFR + *iOJnMF 


125 




Of 23 


1,37 




C19H24CL1N1Q1 


21 A-ME- A- P-CL PHENYL BEN ZYL-OXY I -N,N-D I ME PROPYLAMINE 


5272 


Of* T ANfll 


483 


44 


4f 62 


4. 62 






IMIPRAHINE 


5273 


DIETHYL ETt-ER 


466 




2, 75 


2.54 


A 


C19H24N2 


IMIPRAMINE 


5274 


CHCL3 


466 




3,30 


2.60 


g 


C19H24N2 


IMIPRAHINE 


5275 


HEXANE 


466 




2, 82 






C19K24N2 


IMIPRAMINE 


5276 


CHCL 3 


466 




1. 69 


1. 22 




r 1 QH7&N7I11 




5277 


n I PTMVI CTMPfi 






1.33 


1 . 30 


A 


It l 7fltTntU A 


7-HYnRnxYIMlPRAMINF 


5278 


CHCL 3 






2, j7 


1 . 63 


8 




?«HYnBnW[M IPS AM TN F 
fi— niMUAIinirn *n inc 




HEXANE 


7 7? 




? " i \ 










c n art 

5280 


UlCirtTL EfnCK 


466 




— I* i d 


, " 






IM1PRAM1 MF*N^n V I np 


5281 


CHCL3 


466 




1 f 54 


1.10 


B 




ifllrKAW INS— rl— U X1UC 


5282 


HEXANE 


466 




—Of 95 






%)1t nc«iNcUl 


IR1KKAM1PJ t— r(— U A 1 UC 


5283 


CHCL3 


482 


68 


1*02 


1 .57 


N 


C lT*nZ4ncUl 5 1 


flt 1 HUI KtnCrKAZlNC 


5284 


CHCL3 


482 


69 


1*93 


2.41 


N 


CL9H£4N2Ul a t 


MtTnOIRIMCrKAZINc 


52£5 


DI ETHYL ETHER 


378 


44 


0*99 


1. 60 


8 


C19H24N202 


N, N-DI PHCNYLCAR8AM IC AC ID, DI c 1 AnlNUC IHYL caIEK 


5286 


UlClflTL CI flCK 












If I 7 H£ > Nt U£ 


1 . 6-KJAPMTHnOII IrJHNF . 7— U— C Vfl HHP XVI PRflPVi M VOR A7 f Nfl 


5287 


CHCL 3 


482 


68 


1.29 


K81 


N 


C19H24N2S2 ; 


METHIOMEPRAZINE 


5288 


CHCL3 


482 


69 


1.66 


2.15 


N 


C19H24N2S2 


METHIOMEPRAZINE 


5289 


CYCLOHEXANE 


474 


14 


0.63 






C19H24N402S2 


THIAMINE BENZYL DISULFIDE 


9290 


CHCL 3 


474 


14 


1.42 


1.00 


B 


C19H24N402S2 


THIAMINE BENZYL DISULFIDE 


5291 


8ENZENE 


474 


14 


-1.52 






C19H24N4Q2S2 


THIAMINE BENZYL 0! SULFIDE 


5292 


ETHYL ACETATE 


474 


14 


1-68 


1.77 




C19H24N402S2 


THIAMINE BENZYL DISULFIDE 


5293 


N-HEPTANE 


498 




0.34 






C19H240Z 


t, 4-ANDROSTAD I EN £-3,17-0 10NE 


5294 


N-HEPTANE 


496 




0.89 






C19H2402 


4,6-AN0R0STADlENE-3,17-0I0NE 


5295 


DIETHYL ETt-ER 


143 


62 


6.70 


5.98 


A 


C19H2403 


Z-HY0R0XYNAPHTH00U INONE , 3-N0NYL 


5296 


DIETHYL ETHER 


465 


62 


3.38 


3.09 


A 


C19H2404 


2-HYDR0XYNAPHTH0QUIN0NE, 3-1 7— 0H-7-METHYL0CTYL) 


5297 


CHCL 3 


486 


46 


1.04 


1.54 


N 


C19H25CL1N201S1 


HETHOTRIHEPRAZINE HYDROCHLORIDE 


5298 


CYCLOHEXANE 


446 




3.50 






C19H25N101 


N, N-DI CYCLOP ENTYLC INNAMAMIDE 


5299 


OCTANOL 


235 




3.83 


3.83 


■ 


C19H25N101 


PROPOXYPHENE CARBINOL 


5300 


N-HEPTANE 


421 


44 


3.64 






C19H25N101 


PROPOXYPHENE CARBINOL 



608 Chemical Reviews, 1971, Vol. 71, No, 6 



A. Leo, C. Hansch, and D. Elkins 



NO. SOLVENT »EF FOOT 

NO TF 



■5 301 


CHCL 3 


482 


68 


5302 


CHCL3 


48 2 


69 


5303 


0 1 ETHYL ETFER 


457 


62 


5304 


N-FFPTANF 


4)8 




5305 


CHCL3 


491 


46 


5306 


: 1L EYL ALCOHOL 


489 


27 


5307 


CHCL 3 


464 


46 


5308 


CHCL3 


464 


46 


53CO 


CHCL 3 


464 


46 


531" 


N-F F PTAN F 


493 




5311 


ICTANOl 


261 




5312 


OCTANOL 


65 




5313 


0 I ETHYL FT F ER 


5'. 2 




5314 


N-FEPTANE 


498 




5315 


N-FFPTANF 


477 




5316 


N-HEPTANE 


477 




5317 


N-FEPTANE 


498 




531B 


CHCL 3 


503 


46 


5319 


CHCL 3 


464 


46 


53 20 


CHCL 3 


464 


46 


5321 


CHCL 3 


5C3 


46 


5322 


OLFYL ALCOHOL 


473 




5323 


(1L EYL ALCOHOL 


473 




53 2", 


CHCL 3 


464 


46 


5325 


CHCL 3 


464 


46 


53 26 


OCTANOL 


65 


46 


5327 


OCTANOL 


65 


46 


5328 


N-HUPTANE 


443 




5329 


N-FFPTANE 


443 




53 10 


CHCL 3 


412 




5331 


CHCL 3 


412 




5332 


CCL4 


412 




5333 


CCL4 


412 




5334 


OCTANOL 


227 




5335 


DIETHYL ETFER 


465 


62 


5336 


CYCLOHEXANF 


141 




5337 


OCTANOL 


227 




5338 


I-BUTANOL 


4 




5339 


OCTANOL 


504 


40 


5340 


OCTANOL 


227 


61 


5341 


CHCL 3 


4H2 


6(1 


5342 


HEXANE 


456 




5343 


HEXANE 


4 56 




5344 


OCTANOL 


483 


44 


5345 


CYCLOHEXANE 


141 




5346 


OILS 


505 


23 


5347 


CHCL 3 


482 


68 


5344 


CHCL 3 


486 




5349 


CHCL 3 


482 


68 


5350 


OCTANOL 


186 




5351 


OCTANOL 


218 




53!2 


0 ! ETHYL ETFER 


3 


17 


6353 


3EN76NE 


40 5 


31 


5354 


OI-t-PR. ».TKR 


488 




5355 


N-FFPTANE 


416 


14 


5356 


CHC1 3 


482 


68 


5357 


CYCLOHFXANE 


495 




5355 


CYCLOHEXANE 


495 




5359 


01 ETHYL ETF6R 


143 


62 


536" 


01FTMYL ETFER 


143 


62 


53tl 


OIFTHYL ETFFR 


465 


62 


5362 


CHCL 3 


486 


46 


5363 


OILS 


505 


23 


5364 


CHCL 3 


482 


68 


5365 


OIFTHYL ETFFR 


143 


62 


5366 


01 ETHYL FTFFR 


143 


6? 


5367 


DIETHYL ETFER 


143 


62 


5368 


N-FEPTANE 


477 




5369 


CHCL 3 


491 


46 


5370 


OLFYL ALCOHOL 


142 




5371 


OL EYL ALCOHOL 


142 




5372 


OCTANOL 


218 




5373 


OCTANOL 


216 


34 


5374 


OILS 


462 




5375 


01. EYL ALCOFCL 


489 


27 


5376 


OCTANOL ' 


216 


79 


5377 


OCTANOL 


216 


56 


53 78 


CHCL 3 


464 


46 


5379 


CHCL3 


464 


46 


5 3 80 


CHCL 3 


464 


4 6 


5 381 


M-HFOTANF 


498 








4 7 7 




5363 


OLEYL ALCOHOL 


142 




5384 


CHCL 3 


464 


46 


5385 


CHCL3 


464 


46 


5386 


CHCL3 


464 


46 


5387 


CHCL 3 


503 


46 


5388 


CHCL 3 


503 


46 


5 389 


CHCL 3 


464 


46 


5390 


OCTANOL 


5'.' 3 


46 


5391 


CHCL3 


464 


46 


5392 


CHCL 3 


464 


46 


5393 


CHCL3 


464 


46 


5394 


CHCL 3 


503 


46 


5395 


SFC-BUTANOL 


84 


19 


5396 


N-BUTANOL 


159 




5357 


OCTANOL 


4 38 




5398 


OCTANE 


57 




5399 


WL » 


4 64 


46 


5400 


CHCLl 


464 


46 



LOOP 


LOGP 




EMPIRICAL 


SOLV 


OCT 




FORMULA 


-1.15 


-C.47 


N 


C19H25N3S1 


1.95 


2.43 


N 


C19H25N3S1 


3.93 


3.57 


i 


C19H26N2C2 


0.97 






C19H2602 


-2.00 






C19H2THR1N103 


3.24 


3.77 




C19H27N302 


2.93 






C19H2BBR1N104S1 


2.86 






C19H28CLIN104S1 


3.29 






C19H28I1N104SI 


0.49 






C19H2802 


3.32 


3.32 




C1OH2802 


3.31 


3.31 




C19H2802 


1.94 


3.20 


S 


C19H2802 


0.32 






C19H2B02 


2.51 






C19H29N1C1 


1 . 75 






C19H29N101 


-P. 05 






C19H29NIC2 


2.77 






C19H79N104S1 


2.79 






C19H29N104S1 


3.13 






C19H29N1C5S1 


3.00 






C19H30N204S1 


4.2R 


4.85 




C19H31N104 


3.78 


4.35 




C19H31N105 


3.27 






C19H33N106SI 


3.36 






C19H33N106SI 


-0.08 


-0,08 


s 


C19H348R1N1 


1.32 


1.32 


s 


C19H34BRIN1 


3.30 






C20H13N1SI 


5.26 






C20H13NIS1 


4.45 






C20H16CU1N202 


4.56 






C2CH16CU1N202 


3.29 






C20H16CU1N202 


3.50 






C2CH16CLI1N202 


1.74 


1.74 


= 


C20H16N204 


2.91 


2.67 


A 


C20H1604 


4.40 






C20H19N1O2S1 


3.67 


3.67 


= 


C20H19N103 


-1.15 


-2.12 




C20H19N105 


1.16 


1.16 




C20H19N108 


-1.85 


-1.85 


S 


C2CH2 2N805 


2.17 


2,63 


N 


C2CH23CL1N2S1 


1.27 






C20H23CL1O6 


1.72 






C20H23CL1O6 


4.92 


4,92 


» 


C20H23N1 


4.22 






C20H23N104 


3.40 






C20H24CL1N301 


-0.70 


-0.C5 


N 


C20H24CLIN3S1 


1 .86 


2.28 


N 


C20H24CL2N2SI 


1.44 


1.95 


N 


C20H24N2O1S 1 


1.73 


1.73 


* 


C2CH24N202 


1.83 


1.83 


8 


C20H24N2C2 


1.64 


1.65 


A 


C20H24N202 


1.20 


1.38 


8 


C20H24N2C2 


-1.60 






C20H24N202 


I .98 






C2"H24N2C6 


1.67 


2.17 


N 


C20H24N2SI 


1.86 






C20H24N402 


2.06 






C20H24N402 


4.97 


4.49 


A 


C20H2403 


6.70 


5. 98 


A 


C20H2 403 


4.27 


3.87 


A 


C20H2404 


-C.40 


0.23 


N 


C20H25CL2N3S1 


2.61 






C20H25N3 


-1.22 


-0.53 


N 


C2CH25N3S1 


7.29 


6. 50 


A 


C20H2603 


7.13 


6. 36 


A 


C20H2603 


2.67 


2.46 


A 


C20H26O5 


-3.49 






C20H28N203 


-1.32 






C20H29RR1N1O3 


1.45 


2. CO 




C2CH29N102 


1.80 


2.35 




C20H29N102 


4.40 


4.40 




C20H29N302 


4.13 


4.18 


3 


C20H29N302 


3. 50 


3.40 


8 


C20H29N302 


3.70 


4.23 




C20H29N302 


2.18 


2.18 


B 


C20H29N302.C2H402 


1 .97 


1.97 


3 


C20H29N302.C8H604 


3.48 






C2CH308R1N1C4S1 


3.30 






C20H30CL1N104S1 


3.79 






C2PH30 1 1N104S 1 


0.72 






C2C H3002 


3.02 






C2"H31N1CI 


2.09 


2.64 




C20H31N1O3 


2.98 






C2CH3 1N104S I 


3.05 






C2CH3 1N104S1 


3.13 






C20 H3 I N1P4S 1 


3.39 






C2C H31N104S1 


3.29 






C2ril31Nin4Sl 


3.24 






C2CH31NIC4S1 


3.95 


3.95 


- 


C2C H31N1C4S1 


3.02 






C20H31NIC5S1 


3.56 






C2CH31N1U5SI 


l.il 






C2'H31NK5Sl 


3.43 






C2CH32N2C4S1 


-1.51 


-2.62 




C20H32N6012S2 


0.32 


- r « 1 o 




C2 r H32N3 


2.73 


2. 73 




C2"H32 06 


3.14 






C2CHJ403 


3.19 






C2C H35N106S1 


3.60 






C20H35N1C6S1 



NAME 



AMINOPROMAZ INE 
AM INOPROMAZ INE 

1, 4-NAPHTHOQUINONE, 2-NUNYLHYDRAZ INO 
4-ANDR0STENE-1. 17-DIONE 
AT ROPINE-ETHYL BROMIDE 

C INCHON I NAM IDE, N-< 2-DI ETHYL- AM INOE TH YL 1 -2-PROPOXY 

N-METHYL-6-BR0M00U INOL IN IUM NONYLSULFATE 

N-METHYI-6-CHL0RO0UIN0LINIUM NONYLSULFATE 

N-METHYL-2-IOOOOUINOLINIUM NONYLSULFATE 

EP I TESTOSTERONE 

TESTOSTERONE 

TESTOSTERONE 

TESTOSTERONE 

TESTOSTERONE 

CYCRIMINE 

PROCYCL IOINE 

TESTOSTERONE OXIME 

N-METHYL-I-OUINOL INIUM NONYLSULFATE 
N-METHYLQU INOL IN IUM NONYLSULFATE 
N-ME-8-0H-0UIN0L IN IUM NONYLSULFATE 

1- METHYL-3-AMIN0QUIN0L INIUM NONYLSULFATE 

3- ETO-4-BUTOXY8EN20IC AC 10,0 IE THYLAMI NOE TH YL ESTER 

3.4.5- TRIETHOXYSENZOIC AC 10,0 IE THYLAMI NOETHYL ESTER 
N-ME-3-ETHOXYCAR80NYLPYR IOINIUM DECYLSULFATE 
N-ME-3-ME VHOXYCARHONYL PYR [01 NI UM UNO EC YL SULFATE 

BE NZ YL 01 METHYL OECYL AMMONIUM BROMIDE 
Tf TRAOECYLPYR IDINIUM BROMIDE 
PHENOT HI AZINE, 3,4,6, 7-D I BENZO 
PHENOTHIAZINE, I, 2, 8,9-DIBENZO 
R-0UINOL1NOLDI 2-METHYL H8IS)-CU( III 
8-OU INOL 1N0L0I4-METHYL II BIS)-CU( III 
8-OU INOL 1N0L0, 4-ME THYL ( B IS J-CUI I 1 1 
B-QU INOL INOLO, 2-METHYL ( B I SI-CUI 1 1 1 
CAMPTOTHECIN (NCS 9460O 

2- HYDROXYNAPHTHOOU INONE, 3- (3-P-TOLYL PROP YL-3-0NEI 
1 , 4-NAPHTHOQU INONE ,2-ANIL IN0,3-BUTYLTHI0 
ACRONYCINE INCS 403169MPKA IN 40* MEOH" 3.40) 
BERBER INE 

4- DEDIM6THYL AMIN0TETRACYCL1NE 
METHOTREXATE IPKA IN 30* MEOH = 4.70) 
SAN00Z»6524 

2' -BUTOXY-7-CL-4,6-DIMEO-6 , -MEGRIS-2 , -EN-3,4'-0t0NF. 
4' -BUT0XY-7-CL-4,6-0IME0-6'-ME0RIS-3'-EN-3,2'0I0NE 
AM ITR I PTYL INE 

A-CARBETHOXY-B-ANILINO-B-PHENYLPROPIONIC ACIO.ET.EST. 
ACRIOINE, 2-CL-7-ME0-5I 2-0 1 ETAMI NO- 2-E TAMI NO) 
PROCHLORPERAZINE 

2-CL-10-I2I 2-N-MfP I PER ID YL I FTHYL I PHENOTHI A ZI NE HCL 

PROPIOMAZINE 

OUININE 

OUININE 

0U1NINE 

SUININE 

QUININE 

BIS(P-AMIN:)SAL 1CYL IC ACID) HEXYL ESTER 
SAND0Z»6457 

86NZIMIC4ZOLF, 1-DI ETHYLAM INOETHYL, 5-NI TRO, 2-BENZYL 
BENZ IMIDAZOLE, 1-D1ETHYL AM INOETHYL, 6-N1 TR0.2-BFNZYL 
2- HYDRO XYNAPHTHO QUI NONE. 3-1 W-CAR BOME THOX YOCTYL > 
2-HYDROXYNAPHTHOOU INONE, 3- I W-CYCLOHEXYLBUTYL) 
2-HYOROXYNAPHTHnOUINONE,3-(DECYL-7-ON6 ) 
PROCHLORPERAZINE HYDROCHLORIDE 
ACRIDINE,5-IDI ETHYL AM I NO PROPYL AMINO) 
PERAZINE 

2-HYOROXYN APHTHOQU INONE » 3-0ECYL 
2-t-YDROXYNAPHTHDOUINONE, 3-I-DECYL 
2-HYDROXYNAPHTHOOU INONE, 3-1 9 , 10-01 HYDROX YDECYL) 
OXYPHENCYL AM INE 
AT ROPINE-N- PROPYL BROMIDE 

2-METH0XY-4-ALLYLPHEN0XYACETAM I DE, N-ALLYL- N-MEBUTYL 

2-METH0XY-4-ALL YLPHENOXYACETAMI DE t N,N-D I BUTYL 

DI BUCAINE/PERCAINE/ 

DI BUCAINE/PERCAINE/ 

OIBUCAINE/PERCAINE/ 

01 BUCAINE/PERCAINE/ 

DI BUCAINE ACETATE 

D18UCAINE PHTHALATE 

N-METHYL-6-RRDMDOU INOL IN IUM DECYLSULFATE 
N-METHYL-6-CHL0R00UIN0L INIUM DECYLSULFATE 
N-METHYL-2-IOOOOUINU INIUM DECYLSULFATE 
TESTOSTFRONE, 17-A-METHYL 
TR IHEXYLPHENFDYL 

2-METHOXY-4-ALLYLPHENOXYACETAMIDE,N,N-DI -I -BUTYL 
1,2-DIMETHYLOUINOL INIUM NONYLSULFATE 
1 , 4-DI METHYLQU INOL INIUM NONYLSULFATE 
1,6-OIMSTHYLOUINOL IN IUM NONYLSULFATE 
1.8-DI METHYL QU INOL INIUM NONYLSULFATE 
N-METHYL-I-SUINOL INIUM DECYLSULFATE 
N-METHYLQU1N0L IN IUM OECYLSULFATE 

1. 2. 6- TRIMETHYL0U1N0L INIUM OCTYLSULFATE 
N-ME-6-METHUXY0UIN0LIN IUM NONYLSULFATE 
N-ME-8-OH-3UINOL INIUM DECYLSULFATE 
N-ME-8 -METHOXYQU INOL IN IUM NONYLSULFATE 
l-METHYL-3- AM INOQU INOL INIUM OECYLSULFATE 
GLUTATHIONE DISULPHIDE 
4-ANDR0STENF-3, 17-0 I0NE-19-DEMETHYL 
GLUCDPYR4NJSIDE, 3, 5-0 1 1 T- BUTYL ) PHENYL (BETA! 
P-T-OCTYLPH6NQXY01 E THO XYE THANOL /OP E- 2/ 
N-ME-3-HUTOXYCARBONYLP YR I DIN IUM NONYLSULFATE 
N-ME-3-EFHOXYCARBONYLPYRIDINIUM UND6C YLS ULF ATE 
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NC. 


SOLVENT 


R EF 


FOOT 


LOliP 


LOG P 




p wo i a i r ai 


NAME 






NO TF 


SOL V 


OCT 








54C1 


CHCL 3 






3 72 






C 2C H3 5N 106 S 1 


M_Me-3-METHOXYCAR80NYLPYR I0INIUM 000 ECYL SULFATE 


5402 




1 7ft 




■ f 31 


C . 33 




C20H3 8N201 


PI PERI DINE i 1-0 ECYL . 3-1 N-P YR0L I 0 I N0-F0RM YL ) 


5403 


Q CM 7 CMC 


4 78 










C20H38N2C2 


PI PERi C INE f 1-DECYL t 3- ( N-M0RPH0L I NO-F0RMYL ) 


5404 


Q C hi 7 CMC 

►4 r Pi £ tNt 


4 78 




-C 77 


0.01 




C20H40N201 


PIPERIDINE. l-DECYL|4-[NiN-0IETHYLCARBAMYL) 81 


54C5 


DCU7CMC 

Br N _. tNt 






0*20 


C • 6 9 




C2CH40N2C1 


PIPERIOINE* 1-DECYL t 3- t N » N-0 I ETH YLC ARB AMYL 1 


5406 




4 55 










C 2 1 Hi 3 N4S 1 


TH I0CAR9A7.ONF. , 1)1 - A-N AP TH YL 


54C 7 


DIETHYL ETFFR 




62 


-* «n 


3 . 54 




f 31 ul Afl4 


2 -HYDRO XYNAPHT H0OU IN0N £ t 3" ( 5-P HFNYL PENTYL - 5-0NE ) 


540 B 


rAKirr I N 3 






2 * 76 








P-ETH0Xy-N-(4-DIPHENYL)-BENZAMIDINE 




DAOACCIMC 
rRKflrr 1 N 3 


499 




2.15 






C2 1 H20N2C1 


P-PHENYL -N- { P-ETH0 XYPHEN YL J -BE N 7 AM I D I NE 




rflKAnr I Pi 3 


499 




2 • 9*1 






C2 I H20N2O2 


3i 4-DI METHOXY-N-I 4-01 PHENYL ) -BEN? A MI DINE 


5411 


UL 1 ANUL 


2 76 




5 ■ 06 


5.06 




C2 1 H2003S1 


1- | 2- I -PROPYL P HFNYL TH I0ME J-3-CARB0Xf-8-NAPHTH0L 


5412 


• Jt- 1 ANUL 


504 


40 


»P * 60 


-0 . 60 




("51 H?in t N > -1A 


DEMETHYLCHLORT ETRACYCL INF 


5413 


r — pi it awni 


1 30 


1 2 


-C. 66 


-1.43 




C2 1 H2 1 C L IN 208 


DEMETHYLCHLORTETRACYCL INF 


54 14 


III 1 PNUL 


7 1 R 




1 * 9 3 


1 • 93 




C2 1 H22 N202 


ST RYCHN I NE 


c / i \ 


u 1 F 1 nil. ClrcH 


3 


j 7 


C. 34 


1.16 




C2 1 H22 N2C2 


ST RYCHN INE 


54 16 




506 




1 • 78 


1.28 


g 


C2 I H22N202 


ST RYCHN INF 


5417 


n i — t — dr ptppd 

UI"l"rKt t IrT" 


4 8 8 




- 0 ■ ? 1 






C21 H2 2 N2C2 


STRYCHN INE 


54 IB 


nr t a Kin i 
UL 1 ANUL 


504 


40 


-C • 08 


-0.0B 




f ? 1 H?7 M207 
it intt * c. i 


6-DEMETHYL-6-0E0XYTE T RACYCLINE 


54 19 


CHCL 3 


482 




2,20 


2.66 




C?1H23F3N2S1 

i *lt-J " J " t v -L 


SANOOZl* 10-068 


•? 




4 8? 


69 


3.18 


3.58 




C21 H23F3N2S 1 


SANOOZ*10-068 


54 21 


■jl. 1 ANUL 


218 




1 • 03 


1.0^ 




r 7 1 h? i n? 

ItlntJ'I L\Jc 


rni CHI CEINE 


54 22 


CTUVI ni CATC 

t 1 rTL UL t A 1 t 


494 




] ■ J f 






r 7 1 A N 1 05 

L C 1 3 '1 1 13 


HEROIN /0IACETYL MORPHINE/ 


54 23 


CHCL 3 


482 


68 


r- 57 


1 • L V 




(" 7 1 W31 W ^Pl ^ 1 


PROPER I CI AZ INE 


54 24 


CHCL 3 


4 82 








' 


r 5 1 u?iNini ^ » 

1 nc J 1 lUl 31 


PRflPFft ICIA7 INF 


54 25 


CHCL 3 


4Q2 


68 


— f «4 3 


n" 5n 




r P 1 H?4 P <i 1 

Lcl n C " ~3I1J J4 


TRIFLUDPERAZINE 
l i% ir^UU" tAHt l<ib 


V*, \% 


nn ntr am c 
IJU Ut L AIM t 


4 75 




4 i 1 1 






r ? 1 W? ^ F"^ *s 1 
C £ 1 ntTr jiiJJ 1 


TRIFLUOPERAZINE 


54 27 


rr r T a kini 
UL 1 PN< JL 






\ * ^0 






r 3 1 w? i n ?n4 
\, c i nt^iitUf 


0U IN AZ0L IN- 2-0NE r 1 "M E TH YL-4- PHE NYL-6-TR I ETH0X Y 


54 28 


OC T AN0L 


A7K 






1 ' 69 




r? 1 1 F^t ^ 1 
C £ 1 nfi 3l^L Lr 3 11 3 Jl 


TRIFLUOPERAZINE HYDR0C HL0R IDE 


54 29 


C HCL 3 


AHA 

■!•» 


4A 
46 




C .4 5 


N 
Pi 


(*5tH7Sfl 1FTN3|?1 
^ & 4n£3v L L r jiij 


TRIFLUOPERAZINE HYDROCHLORIDE 


54 30 


N-HEPT AN E 


4 7 7 




0^7 






/■ n u)RMini 
LtintTNLUi 




54 31 


OILS 


505 










LC4n£Ol > Lli>3u4 


AC RI DINE t 2-CL-7-MEO- 51 2-DIETAMINO-3-PR-AHINO) 


54 3 ? 


CHCL 3 




Aft 




0 70 




^ £ L n £ Q ^ L 1 1^ J U I 


PERPHENAZINE 


5433 


CHCL 3 


482 


6 8 


1 ■ 50 


2.01 


*j 


L <: i ndoridUla I 


3 H TiUUL *lx 3 J 3 


54 34 


CHCL 3 


4 82 


6 8 




i ' 




r ? \ 143 A M 7HI C? 

Ij£ 1 ntOlttlli O £. 


MP vflfi ! D A 7 t KJ P 
r. 3 LJ ^ t U1LJ "It 


54 35 


CHCL3 






2 * 57 




N 


r 7 1 M 7 A Kl 7 n t <7 


mf^dr I n A 7 I MP 

"COUA1 u ** u 1 'it 


5436 


M_bCpT All C 
t r C r J H'l t 


416 


14 


2.19 






C21H26N206 


BI SIP-AM INQSAL ICYL IC ACID) HFPTYL ESTER 


54 37 


CHCL 3 


4B2 


68 


2. 04 


2.51 


N 


C21H26N2S2 


THIORIDAZINE 


5438 


n T FTHYI PTt- FS 


1 43 


62 


7« 1 4 


6. 38 


A 


C2 1 H2603 


2-HYDR0XYN APHTHOQUl^ON E » 3- I W-C YCLOHE XYL PENTYL) 


54 39 


T -RUT AMD! 


1 30 




2.00 


2 . 30 




C21H26 05 


PR EDNI S0NE 


5440 




227 




1 .46 


1 . 46 




C2 1 H2605 


PRE0N1S0NE (NCS 1O023E) 


5441 


CHCL 3 


486 


46 


2 . 30 






C21H2 7C L LN2S2 


THIORIDAZINE HYDROCHLORIDE 


5442 


0 I ETHYL ETFER 


502 




0«29 


1 .62 


s 


C21H27F 105 


6- A-FLUn^O-PRE0N I SOLON E 


5443 


01 ETHYL ETHER 


502 




-0.12 


1.21 


s 


C21 H27F IC6 


TP I AMC IN0L0NE 


5444 


ETHYL QLrATF. 


494 




1 • 53 






C21H27N1CI 


METHADONE 


544 5 


r V fl DM FYAMC 


495 




1 . 30 






C21H2 7N301 


BENZ IMI DAZOLEt It 2-01 ME-AM J NO ► 2- ME ) ET 1 2-P-E TQ-96NZYL 


5446 


CHCL 3 


482 


68 


-C. 25 


0.37 


N 


C21H27N3S2 


SAN00Z#7834 


5447 


CHCL 3 


482 


69 


2. 43 


2.87 


N 


C21 H27N3S2 


SANO0Z/K7834 


5448 


CHCL 3 


322 




-1 . 38 


-0 . 69 


N 


C21H27N705 


N0R-PURQMYC1N (TYROSINE DERIVATIVE* 


5449 


N-HF PTANE 


1 36 


44 


1 .09 






C21H2B\2G3 


HIRSUT INE/PSEUD0 CONFIG./ 


5450 


N-HE PT AN E 


1 36 


44 


f , 78 






C21 H28N203 


IS0C0RYNANTHE IDINF/EPIALL0 CONFIG./ 


54 51 


<*K 1 * • r fcN t ANUL It 














NA DP 




kj c y a m n i 


1 B I 


1 6 


- C • 70 






C21 H21N7CU7°3 


NA CP 


5453 


ni ETUVI C TL CD 

IJ 1 T 1 nil C 1 rCn 


1 43 


6? 


7.69 


6.86 


4 


C?l H2B03 


2-HYDR0XYNAPHTH0RUIN0NE.3-I-UNDL"CYL 


54 54 


uirinTL c i r r-i 




62 




3. 94 


'* 




2-HYDROXYNA p HTHUOUINONE»3-IW-DlMETHYL-W"QH -OC T Y L 1 


5455 


H F X ANF 


5 C7 




"1.5? 






T 7 I H3 fl H4 


6-PREGNENE-21-OLt 3t lit 20-TRI ONE 


5456 


ntCTuVI CTLCD 


502 




0. 05 






("31 uTiinc 
LelntOUs 


PR POM I 5fll II'J F 
rf.r.'j'ti Ji|L'l it 




n i ctuvi c t u r d 
1)1 tl rTL C l r t k 








r * R4 


g 




PR EDNI SOLON E 


54 5B 


nr t Aiuni 

■ 1 \* IP IV J L 


2 _7 




1.42 


1.4? 




C2 1 H28 05 


PREDNISOLONE INCS 9120E) 


5459 


0C TANHL 


? 18 




1.47 


1 .47 




C2 I H2805 


4-PREGNFNEi 17-A T 21- .")I0Lt 3* 1 1 . 20- TR I ONE /C OR T I S0NE/ 


5460 


m PTHYI FTkFR 
I/I rin il c 1 rcK 


5n? 




P . I 5 


1*47 




C 2 I H2 3 0 5 


4-PRESNENF.» 17-A, 21-0 I0L . 3.1li20-TRI0NE/CCRTI S0N6/ 


546 1 


D CM 7 CM c 

o tN L tN C 








1.33 




C 7 1 H7fln 1 


4-PREGNENEt 17-At 21-0I0Lt 3t 11 »20-TRIONE/CORTI S0NE/ 




r .miTAMni 
I "Du 1 «NUL 


130 


1 2 


1 • 3 '1 






r 7 1 H7 arm 


4-PRECNEN6t 17-A» 21-0 IOLt 3» I l»20-TRI0NR/C0RTI S0NE/ 




."W F T W VI F T FP 


502 




£* • 3 7 


1 • 68 


g 


C2 1 H29F I C5 


9- A-FLU0RO- HYDRO CORT I SON F 


5464 


ft I FT K VI P Tl- PR 

in r i r tl c i r r** 


5C 8 




r . 36 


1.15 




C21H29F 1G5 


9_4_FLUOR0HYI)RnCDRTISONE 


5465 


M- v. PPT AN F 

nj — r t_ r I ft Pi c 


477 




2. 79 






C21 H29N1 01 


DI METHYL A '4 I "JO ETHYL - ?- T-BUT YL BE N ZHYDR YL E THER 


5466 


nr t Awni 

ut 1 ft In u L 


2 6 1 




■i. -37 


3.87 




C2 I M3H02 


PROGESTERONE 


5467 


ni ctuvi PTLPD 
U 1 t 1 nTL t 1 rtK 






2 • 78 


4.01 






PRfifiF*; T FRnN c 


5468 


T _ Bl IT Auni 
1 "BUI ANUL 


1 30 


1 2 


2 • 40 


2.86 




r 7 1 i-iin ri3 


PROGESTERONE 


5469 


III r I Mil 1 1 r tK 


50 2 




1 « 72 








nF^nxvrnBTrrn^TFRnNF 

UCjUAI UU^ 1 llrU3 ' tlMJ'lt 


5470 


UL I ANUL 


261 




2 81 


2.88 




lei nJ'JUJ 


4-PREGNENE-21-OL»3»20-DIONE/OEOXYCORTICOSTERONE/ 


5471 


N~r tr 1 AN £ 


498 




0. 56 






L £ i n.i u u j 




5472 


HE X ANE 


507 




0. 39 








t.— oocrwcwF_3i.ni .i jfi-nrriMF /ncn x vr no TTrn^TFpnwp / 


5473 


N~r F PTAN E 


498 




-1.18 






L d I "J JUS 


conrFCTFonwc \ l - a— wvno n * v 


5474 


N-H EPTAN E 


4 98 




0.16 






Lt 1 naij u 3 




547 5 


N-h EPTAN E 


4 98 




-0 • 54 






r 7 l w^'* n a 
Lt I MJ', UA 


oonrFCTPonuF i l-n-wvnofiYV 
rK UIj t> 1 CKUN £ • 1 i U IT UK U a T 


5476 


OCTANOL 


261 




2 .46 


2 . 46 


" 


C? 1 H30 04 


1 1 — lltsUXY — I / —MTUKUXYLUK 1 1 LU3 1 tK UNt 


5477 


DIETHYL ETHER 


502 




0.66 


1.97 


5 


C2 1 H30 04 


/..Docpuckic.! i_u 1 1 _:Mni _i m_ri I dmc irnoTirncTCDruc / 
4 — KRtuNtNr; — LI — oy C I — JIUL Ji t U U 1 UNc / LUK 1 ILLSlCKIJNt/ 


5478 


BENZENE 


507 




1 • 00 


2.37 


A 


C 21 H3 004 


4— KK t L>N t N t ? 11 — Uttl-lJluLt.JfcL'— UllNt/LUK'iLU.ItKUNt/ 


54 79 


DIETHYL ETHER 


502 




n . 2 1 


1.53 


S 


C2 1 H3005 


uv honr no t i c hmc 
HTUKULUKI I ,'INt 


5480 


01 ETHYL ETrEH 


508 




0.11 


0. 96 


B 


C2 1 H3005 


HY DR0C0RT I S0NE 


5481 


BENZENE 


507 




-0.49 


0 . 09 


A 


C21 H3005 


HY DROCDRT I 50N E 


5482 


I -BUTANnL 


1 30 




1 . 74 


I * 93 




C2 1 H3005 


HYDR0C0RTI SHNE 


5483 


CHCL 3 


491 


46 


- 1 t 54 






C21H31BR1N103 


AT ROPlNE— N-BUTYRO8R0M IDF 


5484 


CYCL0HEXANE 


446 




4 . 14 






C21H31N1P1 


N-CYCL0D0DECYL CINN AM AM I DF 


54 J 5 


OCTANOL 


5C9 


3 1 


4. 32 


4 . 32 


* 


C2 1 H3 1 N1C3 


3(NtN-DIME^MME-2-N0RB0RNANYL)4-BU0XYBENZ0ATE/END/ 


54 86 


UL I ANUL 




3 1 




4.35 




r 7 1 m t ni 
l c i n .3 4 m iu 3 


3( fj f aj-DJmfaMMF-2- NTSBORNANYL ) 4- BUOX YBFNZ OA TE / E X0/ 


54e7 


OLEYL ALCOHOL 


48t 


28 


4.41 


4. 96 




C21H31N3C2 


CI NCH0N INAM I DE t N- ( 2-D I ETHYL- AMI NOE THYL ) -2-PENT0XY 


5488 


CHCL3 


464 


46 


3.99 






C21H32BR1N10451 


N-METHYL-6-AR-0UN I NTL INIUM UN0EC YL SULF A TE 


54 89 


CHCL 3 


464 


46 


3. 78 






C21H32CL1N104S1 


N-MFTHYL-6-CL-0UN I NIL INIUM UNO ECYL SULFATE 


5490 


CHCL 3 


*64 


46 


4.21 






C21 H32I 1N104S 1 


N-ME-2-I0D0QU INOL INIUM UNDEC YL SULF A TE 


5491 


CYCLOHEXANE 


446 




3.45 






C21H33N1C1 


N-DODECYLCINNAMAMIUE 


5492 


CHCL3 


464 


46 


3.49 






C21H33N104SI 


1. 2-D I METHYL aU 1N0L INIUM OECYL SULFATE 


5493 


CHCL 3 


464 


46 


3.49 






CZ1H33N104S1 


It 4-01 METHYL QU INOL INIUM DEC YL SULFA TE 


5494 


CHCL 3 


464 


46 


3.62 






C21H33N1C4S1 


1.6-DIMETHYL0UIN0L INIUM OECYLSULFA TE 


5495 


CHCL 3 


503 


46 


3.84 






C21H33N104S1 


It B-DI M ETHYL 0U INOL INIUM OECYLSULFA TE 


5496 


CHCL 3 


50 3 


46 


3.72 






C21H33N104S1 


N-METH YL - I - 0U I NOL INIUM UN0EC YL S L'LF AT E 


5497 


CHCL 3 


4 64 


46 


3. 78 






C21H33N104SI 


N-METHYL^UINOL INIUM UN DEC YL SUL F A TE 


5498 


OCTANOL 


503 


46 


4. 50 


4. 5C 




C21H3JNIC4S1 


1. 2.6- TR I * ETHYL 0U INOL INIUM NON YL SULF ATE 


5499 


CHCL 3 


464 


46 


3. 79 






C21H33N1C4S1 


It 2.6-TR IMETHYLOUINQL INIUM NONYL SULFATE 


5500 


CHCL 3 


464 


46 


3.56 






C21 H33NIC5S1 


N-ME-6-METlinxYWUIN0L IN I UM DEC YL SULFATE 
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Nr. 


SOL VENT 


j F r 


FOOT 








NOTF 


5501 


CHCL 3 


464 


46 


55"? 


CHCl 3 


464 


46 


5503 


CHCL 3 


503 


46 


5504 


N-tfUT 4NDL 


159 




5505 


CHCL 3 


404 


46 


5506 


CHCL 3 


4 64 


46 


5507 


OC TANOL 


65 


4 6 


5508 


OC TANOL 


65 


46 


55^9 


N I TRORENZFNS 


63 




55 l n 


CHCL 3 


464 


46 


551 1 


CHCL 3 


464 


46 


5 512 


N~ RU TANOL 


510 




5511 


^F N'ZENF 


478 




5514 


OCT ANOL 


141 




55 15 


CYCLOHFXANE 


141 




55 16 


C Y CLOHE X AN E 


304 




5517 


fir T ANOL 


226 


4 8 


55 IB 


DCT ANOL 


504 


40 


5519 


OC. TANQL 


504 


40 


55 20 


I - PUT AM [11 


1 3C 


I 2 


5 521 


1CT ANIL 


50<» 


40 


5 52? 


OCT ANOL 


218 


39 


552? 


DC TANOL 


504 


40 


5 5 ?4 


I - PUT AN0.1 


1 30 




5525 


nr. t anhl 


504 


40 


5526 


N- Hf. PT ANfr 


477 




5527 


CHCL3 


482 


68 


5528 


CHCL 3 


482 


6<' 


55 29 


01 ETHYL ETHFR 


143 


6? 


55 30 


CHCl 3 


486 


46 


5511 


HFX ANE 


456 




55 12 


OILS 


50 5 


23 


5533 


f)I FTHYL ETHER 


502 




55 34 


N-HFPT AN £ 


1 36 


44 


5535 


N-HCPTANE 


136 


44 


55 36 


N-hEPT AMC 


416 


14 


55 37 


CHCL 3 


4d2 


68 


55 38 


CVCLOHFXANE 


49 5 




5539 


0 I ETHYL gTHER 


502 




5540 


Ovl FTHYL EThER 


502 




55 6 1 


01 FTHYL ETHF.R 


502 




55 4 2 


FTHYL ETl-ER 


508 




5543 


01 HTHYL ETHFR 

v 1 t I n i ^ u lit" 


502 




5544 


OC TANOL 


235 


67 


55<*5 


N- 1* E PT AN F. 


421 


44 


5 e 46 


BFNZENF. 


5 1 1 




5547 


CHCL 3 


4H2 


68 


5548 


CHCL 3 


4 82 


69 


5549 


CHCL? 


322 




5550 


DIETHYL ETHER 


143 


62 


55 5 1 


01 FTHYL, FT HER 


502 




55 S? 


DI ETHYL ETHER 


508 




55 5 3 


D I ETHYL E THFJQ 


502 




55 54 


0! FTHYL FTr-F-R 


50 2 




55 55 


CHCL 3 


491 


46 


5556 


-11 FYL ALCOHOL 


489 


28 


55 57 


CHCL 3 


<f64 


46 


5558 


CHCL 3 


464 


46 


5559 


CHCL 3 


4 64 


46 


5560 


CHCL 3 


4 64 


46 


5561 


CHCt 3 


464 


46 


5562 


CHCL 3 


464 


46 


556 3 


C^Ct 3 


50 3 


46 


556 4 


CHCL 3 


503 


46 


c 5£ 5 


CHCl 3 


464 


46 


5566 


OC T ftNOL 


50 3 


46 


5567 


CHCL 3 


464 


46 


5568 


CHCL 3 


4 64 


46 


5569 


C HCL 3 




46 


55 70 


C H C L 3 


464 




5571 


CHCl 3 


513 


46 


55 72 




57 




5573 




464 


46 


5574 


run % 

CHCL J 


464 


46 


5575 


C HCL 3 




46 


5576 


BFN I EME 


w ? 




5577 


CYCLPHE X AN E 


141 




55 78 


-\ f t Akin i 
JC f AMI 1L, 






5579 


01 FTHYL ETHER 


143 


62 


55 80 


OC TANOL 


2 68 




5581 


DI FTHYL ETHER 


3 


1 7 


55e2 


N -8U T ANOL 


253 


36 


5583 


I - PUT ANOL 


4 




5584 


DIETHYL ETHER 


502 




55€5 


01 ETHYL ETHER 


502 




55e6 


OC TANOL 


504 


40 


55e7 


OC TANOL 


504 


40 


5589 


DIETHYL ETHER 


502 




5589 


01 c THYL ETHER 


143 


62 


559C 


CHCL 3 


4H6 


46 


5591 


0 I FTHYL ETHER 


502 




5592 


CHCL 3 


4H2 


68 


5553 


CHCL 3 


482 


69 


55 = 4 


t)EN7 ENF- 


40 5 


46 


5595 


OILS 


5C5 


23 


5596 


01 FTHYL ETHER 


502 




5597 


CHCL 3 


482 


68 


5593 


N-l-EPTANE 


1 36 


44 


5599 


N-hFPTANF 


136 


44 


560° 


N-HFPTANE 


1 36 


44 



mG"> loop cxpimcAL 

SCLV OCT FORMULA 

C21H33N105S1 

4. 04 C21H33NIC5S1 
3.S9 C21H34N2C4S1 
r.9<) C.S6 C21H34N8 

3.36 C21H37NlOf>Sl 
3.96 C21H37N106S1 
1 .33 1 . 03 = C.UH383RINI 
1.71 1.71 « C21H38CL1N1 
0,55 1.3* C21H39CL1N101 

3.23 C21 H38N2G5S1 
3,95 C21H39N104S1 
<-.04 -0.45 021H39N7U12 
C.26 P. 73 B C21H40N2C1 
3.3H 3. IB = r2?H15N104Sl 

2.45 C22H15N104S1 
2.39 C22H18N2C2 

2.06 2.06 = C22H21N102S1 
-0.04 -n,04 = C22H22N20B 
-0.31 -0.3")= C22H2 3CL1N208 
-C.43 -I. 11 C22H23CL1N208 
-0.02 -C.02 = C22H24N209 
-1.47 -1.47 > C22H24N208 
-1.25 -1.25 = C22H24N2C8 
-l.OO -1.91 C22H24N208 
-1.12 -1.1? » C22H24N209 
-0.74 C22M25N103 
-1.30 -C.61 N C22H26F3N301S1 

2.30 2.75 N C22H26F3N301S1 

7.42 6.63 A C22H26Q3 

-1.00 -0.32 N C22H27CL1F3N301SI 

2,81 C22H27CL106 

2.39 C22H23CL1N301 

0.87 2.16 S C22H28F2C5 

1.54 C22H28N203 

1.20 C22M28N203 

2.26 C22H28N206 

2.29 2.74 N C22H28N2SZ .' 

1.99 C22H28N4G3 

1.51 2.78 S C22H29F104 

C.68 1.98 S C22H29F105 

0.59 1.90 S C22H29F105 

C.82 1.59 6 C22H29FtC5 

0.62 1.93 S C22H29F105 

4.18 4.18 = C22H29N102 

3.65 C22H29N102 

-0,36 C22H29N1U7 

C12 C.62 N C22H29N3S2 

2.07 2.54 N C22H29N3S2 
0.88 1.36 N C22H29N705 

8.24 7.34 A C22H3003 
r.5« 1.85 5 C22H3005 
0.42 1.20 8 C22H3005 
2.44 3.68 S C22H31F103 
1.71 2.98 S C22H31F104 

-1,45 C22H33BR1N103 

5.13 5.7C C22H33N3C2 

4.4^ C22H349R1N1Q4S1 

4.26 C22H34CL1N1C4S1 

4.65 C27II34I 1N104S 1 
3.93 C22H35N1C4SI 
3.95 C22H35N104S1 
4.06 C22H35N104S1 
4.29 C22H35N1C4S1 
4.15 CJ2H35N10451 
4,20 C22H35N1C4S1 

5.05 5.05 ■ C22H35NIC4S1 
4.20 C22H35N104S1 
3.98 C22H35N105SI 

4.29 C22H35N105SI 
4.50 C22H35N105SI 
4,3? C22H36N204S1 
2.50 C22H3805 
3.91 C22H39N106SI 

4.30 C22H39N1P6S1 

4.46 C22H41N10451 
. 0,26 0. 73 B C22H44N2Q1 

4.00 C23H18N202 

2.30 2.30 = C23H20N203S1 

5.77 5.19 A C23H2203 

0.62 l, .62 = C23H75CL1N2 

-0.74 0.1° n C23H26N204 

0.11 -0.36 023H26N2O4 "" 

1.32 1.35 C23MZ6N2G4 

2.39 3.63 S C23H27CL1F206 

1.93 3.19 S C23M27F306 

-C.04 -0.04 * C23H27N307 

0.05 C.05 = C23M27N307 

1.66 2.92 S C23H28F206 

7.37 6.59 A C23H2803 

0.67 1.20 N C23H29CL2N302S1 

1.57 2.86 S C23H29F106 

-1.40 -0.70 N C23H29N302SI 

1.71 2.20 N C23H29N3C2S1 

-1.64 C21H30BR1N103 

2.41 C23H30CLIN301 

1.91 3.17 5 C23M30F2O5 

2.29 2.74 N C23H30N201S1 

1.38 C23H30N204 
2.02 C23H30N2C4 
r.95 C23H30N2C4 



NAME 



N-ME-8 -METHQXY'JU INOL IN IUM DECVL SULFATE 
N-HE-8-')H-'JUINnL INIUM UN DEC VL SULFATE 

1- METHYL-3- AM INOQU INDL INIUM UNDECYL SULFA TE 
4-ANDRCSTENE-3, 17-OIONE 

N-ME-3-BUTDXYCARBCNYLPYR I0INIUM DECYLSULFATE 
N-ME-3-ETHQXYCAftBONYLPYR IOINIUM OOOECYL SULFATE 
HEXADECYLPYR ID IN IUM BROMIDE 
HEXAOECYLPYRIDINIUM CHLPPIDE 
HEXADECYLPYR [DON IUM CHLORIDE 

H-KE-3-FORMAMIDOPYRIOINIUM TETRA DECYLSULFATE 

1, 2-DIMETHYLPYR1DINIUM TE TRADEC YLSUL F ATE 

STREPTOMYCIN (AS TRI-P-TOLUENESULFONATE I 

PI PERI DINE, 1-0ECYL,3-(N-PIP£RI0IN0-F0RMYL1 

1 , 4-NAPHTH00U INONE , 2- AN I L IN0-3-PHENYL SULFONYL 

1,4-NAPHTH()OU1NONE,2-ANILINO,3-PHENYLSULFONYL 

MALON-CI ANIL IDE, BENZAL 

3-TR IT YLTH10-L-AL AN INE /NSC-83265/ 

METHACYCLINE 

CHLORTETRACYCLINE 

CHLORTETRACYCL INE 

DOXYCYCL INE 

TFTRACYCLINE 

TETRACYCL INE 

TETRACYCLINE 

OXYTETRACYCL INE 

TROPINE BEN2ILATE 

FLUPHENAZ1NE 

FLUPHENAZI.NE 

2- HYDROXYNAPHTHOOU INONE » 3- TR-4-C YC LOHE XYLC YC LOHEXYL 
FLUPHENAZINE HYDROCHLORIDE 

7-CL-4 , -HEX0XY-4,6-0IME0-6 , -MEGRIS-3 , -EN-3,2'DI0NE 

ACRIDINE.2-CL-7-MEO-5I 2-D I ETAMI N0-4-8U-AMI NO) 

6-A-FLunR0-DEXAMETHAS0NE 

CORYNANTHEIDINE/ALLO CONFIG./ 

DI HYDROCOR YN ANTHE INE /NORMAL CONFIG./ 

BISIP-AMINOSAL ICYLIC ACID) OCTYL ESTER 

SAND0ZKTT418 

BE NZ IMIDAZOLE. 1-DI ET-AM INOET-2- I P-ETO-BE NZ YL 1 -5-N02 

6-A-METHYL-9-A-FLU0RQ-21-DES0XYPREDNISOLONE 

BETAMETHASONE 

DEXAMETHASONF 

DEXAMETHASONE 

6-A-MFTHYL-9-A-FLUORO-PREDNIS0LONE 

PROPOXYPHENE 

PROPOXYPHENE 

RHODOMYC IN 

TH1ETHYLPERAZINE 

THIETHYLPERAZINE 

PU RCMYC IN 

2-HYDROXYNAPHTHOOU INONE r 3- DODEC YL 
6- A-ME THYL- PREDNISOLONE 
MFTHYLPREDN I SOLONE 

9-A-FL-ll-S-OH-6-A-MF-4-PREGNENE-3.20-DinNE 
6- A-METHYL-9- A-FLUORO-OE SOXYHYDRUCOR TI SONE 
AT ROPI NE-N- AMYL 8R0M IDE 

C I NCHON INAM 1 DE,N-I ?-D J ETHYL- AM I NOE THYL t-Z-HE XOXY 
N-METHYL-6-BR-01IIN-JL IN IUM DODEYLSULFATE 

N-METHYL-6-CL-0UINOL IN IU» DODEYLSULFATE 
N-ME-2-IODOOUINOL INIUM OODECYL SULFATE 

1, 2-D I METHYL OU INOL INIUM UNDFCYL SULFATE 

1. 4-DIMETHYLOU INOL INIUM UN DFX YLSUL FATE 

1, 6-01 METHYL OU INOL INIUM UNDECYL SULFATE 

1. 8- DIMETHYL OU INOL INIUM UNDECYL SULFA TE 
N- ME THYL- I -OU INOL INIUM OODEC YL SULF ATE 
N-METHYL JU I NOL INIUM DOOECYL SULF A TE 

1, 2,6-TRlMETHYLQUINOL INIUM DECYLSULFATE 
I, 2,6-TRIMETHYLOUINOL INIUM DECYLSULFATE 
N-ME-6-METHOXYOUINOLINIUM UNDECYL SULF ATE 
N-ME-8-METH0XYQU INOL IN IUM UN DEC YLSUL FATE 
N-ME-8-OH-OUNINOLINtUM DODEC YL SULF ATE 

1- METHYL-3-AMIND0UIN0L IN IUM DODECYL SULF ATE 
P-T-OCTYLPHENOXYTR I ETHO XYETHANOL/OPE-3/ 
N-MF-3-BUTOXYCARBONYLPYR ID INIUM UNDECYL SULF ATE 
N-ME-3-METHOXYCARBONYLPYRIDINIUM TE TRADEC YLSUL F 
1, 2, 5-TRIMETHYLPYRIOINIUM TE TRADEC YL SULF A TE 

PI PERI DINE, 1-DECYL, 3- (N ■ N, -D 1PR0PYLCARBAHYL) 
I. 4-NAPHTHOOUINONE.2-ANILINO,3-P-TOLU!01NO 
SULFINPYRAZONE 

2- HYDROXYNAPHTHOOU INONE, 3-H- S- TETRALYL PROPYL 
MALACHITE GREEN 

BRUCINE 
BRUCINE 
BRUC INE 

6.9- A-D1FLU0R0-16-A-CL-PRF0NIS0L0NE ACETATE 
6.9,16-A-TRIFLUORO-PREDNISOLONE ACETATE 
9-DI ME AMIN0-6-DEMETHYL -6-DEOXYTE TRACYC L I NE 
MINOCYCLINE 

6 - 4 -16- A-D I FLUORO- PREDNISOLONE ACETATE 

2- HY DROXYN APHTHOOU INON E t 3-W-TR-B-DECALYL PROPYL 

TH10PR0PAZATE HYDROCHLORIDE 

6-A-FLUORO-PREDNISOLONE ACETATE 

AC ETOPHENAZ INE 

AC ETOPHENAZ INE 

PROPANTHELINE BROMIDE 

ACRIOINE.2-CL-7-MEO-5I 2-D I ETAMI NO- 5-AM- AMI NO) 
6-A-9-J.0I FLUORO-21-DESOXY-HYDROC.ORTISONE ACETATE 
SANOOZ*KS 75 

MITRACIL IATINE/PSUEOO CONFIG 
MITRAGYNINE/ALLO CONFIG./ 
SPECIOCILIATINE/EPIALLO CONFIG./ 
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NC. 


SOLVENT 


REE 


FOOT 








NOTE 


5601 


N-HEPTANE 


136 


44 


5602 


N-HEPTANE 


416 


14 


5603 


CHCL 3 


512 


57 


5604 


DIETHYL ETHER 


502 




5605 


DIETHYL ETHER 


502 




5606 


0 ! ETHYL ETHER 


5C8 




5607 


DIETHYL ETHER 


502 




56C8 


01 ETHYL ETHER 


508 




560>> 


QCTANOl 


56 




5610 


OCTANOL 


276 




5611 


CHCL 3 


464 


46 


5612 


CYCLOHEXAN 6 


495 




5613 


DIETHYL ETHER 


502 




5614 


DIETHYL ETHER 


513 




5615 


DIETHYL ETHER 


508 




5616 


I-BUTANOL 


130 




5617 


CHCL 3 


405 


46 


5618 


N-BUTANOL 


159 




5619 


I-EL'TANOL 


130 




5620 


CHCL 3 


491 


46 


5621 


N-eUTANOL 


159 




5622 


N-BUTANOL 


159 




5623 


N-BUTANOL 


159 




5624 


N-BUTANOL 


159 




5625 


N-BUTANOL 


159 




5626 


N-BUTANOL 


159 




56 27 


N-8UTANOL 


159 




5628 


N-BUTANOL 


159 




5629 


N-BUTANOL 


159 




5630 


N-BUTANOL 


159 




5631 


CHCL 3 


464 


46 


5632 


CHCl 3 


464 


46 


56 33 


CHCL 3 


503 


46 


5634 


CHCL 3 


464 


46 


5635 


OCTANOL 


503 


46 


5636 


CHCL 3 


464 


46 


5637 


CHCL3 


464 


46 


5638 


CHCl 3 


464 


46 


5639 


N-BUTANOL 


159 




5640 


N-8UTAN0L 


159 




5641 


N-8UTAN0L 


159 




5642 


N-BUTANOL 


159 




564 3 


N-BUTANOL 


159 




5644 


N-BUTANOL 


159 




5645 


N-BUTANOL 


159 




5646 


N-BUTANOL 


159 




5647 


N-BUTANOL 


159 




5648 


N-BUTANOL 


159 




5649 


N-BUTANOL 


159 




56 50 


N-8UTAN0L 


159 




5651 


N-BUTANOL 


159 




5652 


CHCL 3 


464 


46 


5653 


CHCL 3 


464 


46 


56 54 


OCTANOL 


65 


46 


5655 


N-BIT4N0L 


514 




56 56 


CHCL 3 


95 


46 


5657 


CHCL 3 


05 


46 


5658 


CHCL? 


95 


46 


5659 


CHCL3 


95 


46 


5660 


CHCL 3 


97 


46 


5661 


CHCl 3 


97 


46 


5662 


CHCL 3 


97 


46 


5663 


CHCL 3 


97 


46 


5664 


CHCL3 


97 


46 


5665 


CHCl 3 


97 


46 


5666 


CHCL 3 


95 


46 


5667 


CHCL3 


95 


46 


5668 


CHCL 3 


95 


46 


5669 


CHCL 3 


95 


46 


56 70 


CHCL3 


95 


46 


5671 


CHCL 3 


97 


46 


5672 


CHCL 3 


97 


46 


5673 


CHCl 3 


97 


46 


5674 


PARAFFINS 


499 




5675 


CHCL3 


49 7 


46 


5676 


CCL4 


49 7 


46 


5677 


DIETHYL ETHER 


508 




5678 


DIETHYL ETHER 


502 




5679 


DIETHYL ETHER 


502 




56 80 


DIETHYL ETHER 


502 




5681 


01 ETHYL ETHER 


502 




56 82 


DIETHYL ETHER 


502 




5683 


DIETHYL ETHER 


513 




5664 


DIETHYL ETHER 


508 




56S5 


CHCL 3 


482 


68 


5686 


CHCL 3 


482 


69 


5667 


CHCL3 


482 


68 


5688 


CHCL3 


482 


69 


5689 


OILS 


505 


23 


5690 


N-HEPTANE 


416 


14 


5691 


DIETHYL ETHER 


502 




5692 


DIETHYL ETHER 


513 




5693 


DIETHYL ETHER 


508 




5694 


CYCLOHEXANE 


474 


14 


569S 


CHCL3 


474 


14 


5696 


ETHYL ACETATE 


474 


14 


5697 


CHCL 3 


491 


46 


5698 


N-BUTANOL 


159 




5699 


N-BUTANOL 


159 




5700 


N-EUTANOL 


159 





LOOP 


LOOP 




EMPIRICAL 


SOLV 


OCT 




FORMULA 


1.49 






C23H30N2C4 


2.32 






C23H30N2O6 


1.05 






C23H30N3C7 


1.40 


2. 68 


S 


C23M3006 


1.33 


2.61 


S 


C23H3006 


1.11 


1.85 


8 


C23H3006 


1 .66 


2.92 


S 


C23H3 IF 106 


1.23 


1 . 95 


B 


C23H31F106 


3.47 


3.47 


■ 


C23H31N102 


4.65 


4.65 




C23H3 1N1C2 


4.65 






C23H31N1C4S1 


1.48 






C23H31N301 


1.42 


7.70 


S 


C23H3206 


1.09 


2.37 


s 


C23H3206 


1.11 


1 . 85 


8 


C23H3206 


C.95 


0.83 




CZ3H3206 


-0.70 






C2JH33I1N201 


0.70 


0.46 




C23H34N803 


1.95 


2.20 




C23H3404 


-C.74 






C23H358R1N103 


1.54 


1.62 




C2 3H36N8 


1.47 


1 .52 




C23H36N8 


C.82 


0,62 




C23H36N301 


1.02 


0, 9C 




C23H36N501 


1 . 58 


1 • 68 




C23H36NRG2 


0.38 


0.C1 




C23H3GN803 


0.51 


0.19 




C23H36N803 


0.59 


0.30 




C23H36N803 


C.99 


0.86 




C23H36N1002 


1 .65 


1.71 




C23H3 7CL1N8 


4.35 






C23H37N1C4S 1 


4,58 






C23H37N1C4SI 


4, 73 






C23H37N104S1 


4.42 






C21H37N1C4S1 


5.45 


5,45 


■ 


C23H37N1C4S1 


4,66 






C23H37N104S1 


4.52 






C23H37N105S1 


4.77 






C2JH37N105S1 


1.52 


1.59 




C23H38N3 


0.88 


0.71 




C23H38N801 


0.93 


0.78 




C23H38N801 


1.12 


1.04 




C23H38N801 


C.34 


-C.04 




C2 1H38N802 


0.51 


0.19 




C23H3BN8R2 


0.54 


C.24 




C23H33N802 


0.59 


0.29 




C2 1H38N802 


0.75 


0.53 




C23H33N8C2 


0.31 


-0.08 




C23H38N803 


1.11 


1.03 




C23H40N3 


1.06 


0. 96 




C23H40N8 


0.76 


C. 52 




C23H40N8C! 


4.27 






C23H4 l N106S1 


4,60 






C23H41N1C6S1 


2 . 72 


2 . 72 




C23H42BRIN1 


•".61 


C. 35 




C23 H46H6C1 3 


0.68 






C24H20AS1 BRl 


-0.74 






C24H204S1CLI 


-C. 74 






C24H2 3 AS I N 1 02 


1 . 88 






C24H20ASIN1C3 


0. 50 






C24H208R1P1 


-C. 33 






C24H208R134P1 


-0. 74 






C24H20C11P1 ' 


1.85 






C24H2"I 1P1 


-0.96 






C24H20NIO2P1 


0,67 






C24H20N103P1 


-1 . 30 






C24H21AS1U3S1 


-1.79 






C24H21AS10352 


-0.23 






C24H22AS1CR104 


1.09 






C24H22AS1CR104 


-2.00 






C24H22AS 104P1 


-0.29 






C24H22CR104P1 


0,73 






C24H22CR 104P1 


-1.60 






C24H2204P2 


2.10 






C24H25N3 


6.70 






C24H28N406 


4.20 






C24HZ8N4C8 


1.23 


1.95 


8 


C24H30F2C6 


2.16 


3.40 


S 


C24H30F2O6 


1.41 


2.69 


s 


C24H30F2O6 


1.97 


3.23 


s 


C24H31F105 


1.92 


3.18 


s 


C24H31FIC6 


1.16 


2.44 


s 


C24H31F106 


1.11 


2.39 


s 


C24H31F1C6 


1.10 


1.84 


B 


C24H31F106 


-CM 


0.50 


N 


C24H31N3C1S1 


I .32 


1 .84 


N 


C24H31N301S1 


-0.89 


-0.22 


N 


C24H31N302SI 


1.59 


2.37 


N 


C24H31N302SI 


2.29 






C24H32CL1N301 


2.36 






C24H32N2C6 


1.83 


3.09 


S 


C24H3206 


0.82 


2.11 


s 


C24H3206 


1.09 


1.81 


B 


C24H33FIC6 


-2.30 






C24H34N9C4S2 


-1.49 


-1.50 


B 


C24H34N8C4S2 


-1 .03 


-1.16 




C24H34N8C4S2 


-0.30 






C24H37BR1N103 


1.00 


0.87 




C24H37N802 


0. 33 


-0.05 




C24H37N9 


C.61 


0.33 




C24H37N9 



NAME 



SPECIOGYNINE/NORMAL CONFIS./ 
BISIP-AtlNJSAL ICYLIC AC1D1 NONYL ESTER 
XANTHOHYC I N 
CORTISONE AC ET AT F 
PREDNISOLONE ACETATE 
PREDNISOLONE ACETATE 
9-A-FLUORO-HYI)R0CORTISONE ACETATE 
9-A-FLU0R0HYDR0C0RTIS0NE ACETATE 

A, A-DIPHENYLVALER IC ACID, D I E TH YL A M I NOE THYL ESTER 
SKF 525A /PKA = 8.80/ 
N-METHYLACR IDINIUM NON YL SULFATE 

RE NZ IM 1 CAZOL E, 1 ( 2-0 IET-AM I NO , 2-Mf I FT, 2-P-E TO-RENZYL 

HYDROCORTISONE ACETATE 

HYDROCORTISONE ACETATE 

HYDROCORTISONE ACETATE 

G-STROPHANTHIDIN 

1S0PR0PAMIDE 

PREDNI SONED I GUANYL HYDK AZONE 

DI GITOX IGEN IN 

AT POPINE-N-HEXYLBROM IDE 

D- 1-PROGEST ERONEO I GJAN YLHYDR AZONE 

0-6- PROGEST ERUNFDIGUANYLHYDRAZONF. ■ 

0-6-PROGbST ERONE- 1 4-OH /D I GUANYL HYDRA ZONE / 

0ROGESTERONEDI GUANYLHYOR AZONE , 1 1-ONE 

D-1,6-PR0GESTFRDNE0 I GUAN YLHYDR AZONE 

CO RT I SONED I GUANYL HYDRA ZONE 

CORT I SON ED I GUANYL HYDRA ZONE 

PR £0 I SOLON EO I GUAN YLHYDR AZONE 

PROGEST ERON ED I GUAN YLHYDR AZONE. 2 , 4-0 1-N I TROSO 
4-CHLOROPROGEST ERONE/D I GUAN YLHYDR A ZONE / 
1 , 2-DI METHYLOU INnL INIUM DODEC YL SUL FATE 
1, 6-D I METHYL OU INOL IN I UM DO DEC YL SULFATE 
1, 8-DIMETHYLQUINOL IN I UM DODEC YL SULFA TE 
1 , 4— 01 METHYL OUN 10L INIUM DODEC Yl SULFATE 
1. 2, 6-TRIMETHYLOUIN3L INIUM UNDECYL SULFATE 
1,2, 6- TR I METHYLOU I NIL INIUM UNDEC YL SULFA TE 
N-ME-6 -METHOXYQ INOL INIUM DODECYLSULFATE 
N-ME-8-METH0XY01NOL IN I UM DODECYLSULFATE 
PROGEST ERON ED I GUAN YLHYDR AZONE 
PROGEST 6R0NE0 I GUANYLHYOR AZONE i 1 1-OH 
PROG EST ERON ED I GUAN YLHYDR AZONE, 17-OH 
PROGEST ERON ED I GUAN YLHYDR AZONE, 2 1-OH 
PROGEST ERON ED I GUANYLHYOR AZONE, 7, 14-DI-OH 
PROGEST ERON ED I GUANYLHYOR AZONE, 6, 11-DI-OH 
PROGEST ERON ED I GUAN YLHYDR AZONE, 1 1 ,17-DI-OH 
PROGEST ERON 50 1 GUAN YLHYDR AZONE, 16, 17-0 1 -OH 
PROGEST ERONEO I GUAN YLHYDR AZONE, 17,21- D I -OH 
HYOROCORT I SONED 1 GUAN YLHYDR AZONE 
3, 20 -P RFGN AN CO IONED I GUAN YLHYDR AZONE ,5-H-CI S 
3, 21-PREGNANEDIDNEDIGUANYIHYDRAZONE.5-H-TRANS 
PR EGNANE- 3, 20 -DI ON F-12-0H/D I GUANYLHYOR AZONE/ 
N-ME-3 - 8UT0X YC APBON YL P YR I D IN IUM DODECYLSULFATE 
N-ME-3-ETHOXYCAPRDNYLP YR IDIN IUM IE TRADEC YL SULF A 
OCTADECYLPYRIOINIUM SK0M1DE 
NEOMYCIN-3 (AS 2-ETHYL BUTYRATEI 
T E TRAPHFNYL ARSON IUM BROMIDE 
TETRAPhENYLARSON IUM CHLORIDE 
TSTRAPHENYLARSONIUM NITRITE 
TFTRAPHENYLARSON IU1 NITRATE 
TETRAPHENYL PHOSPHGN I UM BROMIDE 
TE TRAPHENYl PHOSPHON IUM 8R0MATE 
TETRAPHENYLPHOSPHONIUM CHLOR IDE 
TETRAPHENYLPHOSPHONIUM IODIDE 
TETRAPHENYLPHOSPHON IUM NITRITE 
TETRAPHENYLPHOSPHONIUM NITRATE 
TETRAPHENYLARS0N1UM SULFITE 
TETRAPHENYL4RS0NIUM TH 10 SULF ATE 
TETRAPHENYLARSDNIUM CHROMATE 
TETRAPHENYLARSONIUM CHROMATE 
TETRAPHENYLA°SONIUM PHOSPHATE 
TFTRAPHENYLPHOSPHONIUM CHROMATE 
TETRAPHENYLPHOSPHONIUM CHROMATE 
TETRAPHENYLPHOSPHONIUM PHOSPHATE 
P-PHENYL-N-IP-PIPER1DIN0PHENYLI-BENZAMIDINE 
DEXTROMETHORPHAN PICRATE 
DEXTROMETHORPHAN PICRATE 
FlUOC I NOLDNF AC ETON IDE 
6-A-FLU0R0-DEXAMETHAS0NE ACETATE 
6-A-FLUORO-TRIAMCINOLONE ACETON I DE 

6- A-METHYL-9-A-FLUOR0- 21-DEOXYPREDNISOLONE ACETATE 

6-A-METHYL-9-A-FLU0R0-PRE0NI SO LONE ACETATE 

TRIAMCINOLONE ACFTHN IDE 

TRIAMCINOLONE ACETON I DE 

TRIAMCINOLONE ACETONIDE 

8UTAPERAZ INE 

BUTAPERAZINE 

CARPHFNAZINE 

CARPHENAZINE 

ACRIOINF.2-CL-7-MEO-5I 2-DI ETAMI NO- 6-HE X- AMI NOI 

OISIP-AMINOSAL ICYL IC ACID1 OECYL ESTER 

6- A-ME THYL -PR EON I SOLON E ACETATE 

PREDNAC INOL ONE 

FLUANDRENOLONE ACETON I DE 

THIAMINE OISULFIOE 

THIAMINE DISULFIDE 

THIAMINE DISULFIDE 

ATROPINE N-HEPTYLBROM IDE 

PROG6STER0N EDI GUAN YLHYDR AZONE, 16-CARBOXY 
PROGES T ERON EDIGUANYLHYDR AZONE, 5-CYANO 
PROGEST ERON ED I GUANYLHYOR AZONE, 12-CYANO 
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NC. 


cm wcur 
SULVfcN I 


REF 


FOOT 






N0TF 


5701 


'.IL 1 ANUL 


50 3 


46 






464 


46 




nr T ftMP 


57 






CHCL3 


95 






'., L IflNJL 


268 


59 




fit CTUV1 FYLFEI 
U 1 c 1 Ml L tlrCK 


502 




57C 7 


n r T Auni 
' 1 L 1 AHUL 


283 


7 


57f 8 


OILS 


505 


23 


5709 


l> I c I eitl ctrrw 


502 




57 10 


j I c 1 hyl rlr^K 


502 




57 11 


CH CL 3 


464 


46 


5712 


1 cl HYL t irtK 


502 




5713 


rt E C T uVI CTLCD 

ij I t THYL tirEK 


502 




571$ 


CHCL 3 


491 


46 


5715 


CHCL 3 


515 


41 


57 16 


CHCL 3 


4 64 


46 


57 17 


HCTANPL 


65 


46 


5718 


I U L U tN r 


14S 




5719 


TDI II FN F 
1 I ,L U LIN C 


148 




5720 


Tni 1 iFMF 


148 




5721 


t ni nfuc 
1 UL Url r 


148 




572? 


mi n CM c 
1 UL Ur^l t 


148 




5721 


T rl 1 HEME 


148 




57?4 


mi 1 1 cm C 


148 




5725 


Till I i CM c 

1 UL U til c 


148 




5726 


1 T F TFIVI FTkPS 
II 1 1 HTL Elrci* 


502 






ilICTNVI FT1.EH 
Jl C 1 UL C 1 r.C" 


502 




57 28 


CHCt 3 


491 


46 


572^ 


OC TAN F 


57 




57 ^0 


CHCL 3 


516 


64 


5711 


a CM T CM c 


516 


64 


5712 


T0LUENF 


516 


64 


5733 


ecu* 


516 


64 


5734 


CL CH2C H2CL 


516 


64 


5735 


Jl El HYL C T P tp 


502 




5736 


DILI HYL 1 1 rtK 


502 




5737 


n I FT PVI F T F F G 

'II El r IL C 1 E [11 


513 


12 


57 SB 


J 1 C ■ P'L E l EC« 


502 






fl T F TH VI F T F FR 
J 1 E 1 mi c 1 1 


502 




5740 


CHCL 3 


491 


46 


5741 


T I FTHVI F Tr PR 
J 1 E i niu c'rc" 


502 




5742 


OIPTHYL ETFE-P 


502 




574 3 


^i»ru a ■ ic v ■ * 


433 








57 




5745 


nr ctuvi etleo 

-J l t 1 M TL C 1 r T K 


517 


19 


5746 


H E XANF 


456 




5747 


CHCL 3 


515 


41 


5741 


CHCL 3 


515 


41 




nr T aw F 

I L 1 III, F 


57 




57 50 


CHCL 3 


515 


41 


5751 


*\f r ii um 
JL 1 AEI'lL 


65 


46 


5752 


LYLLUHrAiiiNL 


1*1 




5753 


CHCL 3 


515 


41 


5754 


CHCL 3 


515 


41 


5755 


DIET HYL FT F FR 


3 


17 


5756 


1 - rJU T 4NUL 


4 




57 57 




515 


41 


57 58 


"CTANE 


57 




57 59 


Tl ETUVl ETFEE 

-JlclP'L E 1 EEN 


5 17 


19 




n ] FJHYL FT F FP 


5 17 


1 9 


57c 1 


'IT FTHVl FTVF5 
'JlclnIL r 1 ee^ 


5 17 


19 


57£ 7, 


1 r FT H VI FTP Ff) 
J I C ' " T L El EEE 


359 




57 £3 


^HCL _ 


359 




5744 


OCTANE 


57 




576 5 


n l E III vl CTFCEI 


518 




5766 


'1ET AMni 

J 1. 1 mil IL 


519 




5767 


,11 ETUUI CTLFD 

IJ I ETHYL clrtK 


5 18 




5768 


DIETHYL ETFER 


517 


19 


5769 


0C.TAN0L 


5 1 9 




5770 


OCTANDL 


519 




5771 


0CTANF 


57 




577? 


OCTANOL 


519 




5773 


OIFTHYL FTFER 


519 


50 


5774 


CYCL0HEXANE 


519 




577 5 


CHCL 3 


519 




5776 


BENZENE 


519 




5777 


TOLUENE 


519 




577fl 


ETHYL ACETATE 


519 


50 


5779 


1-PENT. ACETATE 


519 


50 


5780 


ten 


519 




57E1 


Jl-I-PR. FTFER 


519 


5 n 


5782 


MF-I-9UT. KETONE 


519 


50 


5783 


OCTANOL 


519 




5784 


DIETHYL ETFER 


519 


50 


5785 


CYCLOHEXANE 


519 




5786 


CHCL 3 


519 




5787 


BENZENE 


519 




5783 


TOLUENE 


519 




5789 


ETHYL ACETATE 


519 


50 


5790 


CCL4 


519 




5791 


0I-I-PR. ETFFO 


519 


50 


5792 


ME-I-BUT. KETONE 


519 


50 


5793 


OCTANOL 


519 




5794 


0C TAN0L 


65 


56 


5755 


3CTAN0L 


519 


55 


5796 


TOLUENE 


148 




5797 


OCTANOL 


519 




5798 


ICTANOl 


226 


54 


5799 


I -RUTAN0L 


130 




5800 


OCTANOL 


65 


46 



LOGP LOOP EMPIRICAL 

S0LV OCT FORMULA 

5.90 5.90 » C24H39N104S1 
5.13 C24H39N104S1 
2.03 C24H4206 

1.53 C25H20AS1N1S1 
0.96 0.96 « C25H30CL1N3 

1.54 2.81 S C25H33F106 
-1.37 -1.37 » C25H33N1C4.HCL 

2.18 C25H34CL1N301 

2.40 3.64 S C25H3405 

1.73 3.00 S C25H35F1C6 
5.45 C25H35NH14SI 

2.39 3.63 S C25H3606 

2.35 3.59 S C25H3636 
C.22 C25H39BR1NU3 
3.42 C25H41N107S1 
5.12 C25H45N106S1 



3.28 3.28 ■= C25H46BR1N1 

0.04 0.68 B C26H22CD1N802 

2.95 2.82 B C26H22CU1N802 

3.08 2.86 B C26H22FE1N802 

-0,30 0.44 B C26H22MN1N802 

1.19 1.49 5 C26H22N802PB1 

2.30 2.33 fl C26H22N802SN1 

0.11 0.73 B C26H22N802ZN1 

-C.lfi 0. 58 3 C26H22NUN802 

3.18 4.39 S C26H34F206 

3.24 4.45 S C26H34F206 



C.87 C26H41QK1N103 

1.61 C26H4607 

1.08 C27H28BR205S1 
0,45 C27H28P.R205S1 
0,30 C27H2BBR205S1 
0.10 CJ7H28BR205S1 
0.91 C27H288R2C5S1 
2,93 4.15 S C27H35F107 
2.71 3.94 S C27H37F1P6 
0.11 1.43 S C27H37F1C6 
2.98 4.2C S C27H37F1C7 
3.56 4.75 S C27H4006 

1.15 C27H43BR1N103 
3.21 4.44 S C28H37F107 
3.14 4.35 S C28H39F107 

2.78 C28H48N203 
1,23 C2W-afl 
C.80 C3:">H3 n N404 

-1.17 C3CH33CL1015 

4.07 C30H45N107S! 

4,66 C3CH53N10751 

C74 C3'*H54U9 

4,90 C30H55N105S1. . 

-1 .47 -1 .47 - C31 h32UR2N6Ul 

3,?7 C31M4602 

3,95 C31H50N206SI 

5,6-t C32H49N107SI 

2.45 ?,26 4 CJ2H49MC9 

2.17 2.54 C32H49N109 
4,49 C32H52N2C5S1 
C.i^i C»2rt5ilCHO 
1,23 C34H34N4C4 

-r,li C34H3SN4C6 

C,52 C'HH3a.N4C6 

C.85 1,62 H C34H47N1011 

1.77 J . 2 « 9 C34H47N1CU 

-C.15 C34H62C11 

1.09 1.08 4 C35H36N206 

1. 79 1.79 = C35H61N3014 
C.15 C.25 A C36H38N206 

-0,48 CJ6H38N4CB 

2.21 2.21 - C36H65N1013 

1.26 1.26 » C36H65N1013 

-0.59 C36H66012 

3.12 3.12 1 C37H67N1012 

1.59 1.52 A C37H67N1012 

0.39 C37H67N1C12 

2.64 3.T8 N C37H67N1012 

2.18 3.5C A C37H67N1012 
1,86 3.21 A C37H67N1012 

1.62 1.78 C37H67N1012 
1.90 1.79 C37H67N1C12 
1.36 2.63 N C37H67N1012 
1.07 1.78 C37H67N1C12 
1.30 1.25 C37H67N1012 
2.48 2.48 = C37H67N1013 
1.30 1.26 A C37H67N1C13 

-0.22 C37H67N1013 

2.46 2.90 N C37H67N1013 
1.62 2.94 A C37H67N1013 
1.45 2.85 A C37H67N1013 
1.28 1.43 C37H67N1013 
1.25 2.93 A C37H67N1013 
0.63 1.28 C37H67N1013 

1.16 1.16 C37H67N1013 
1.44 1.44 = C37H67N1014 

-2.18 -2.18 » C38H42N2C6,". , 

3.11 3.11 « C38H65N1014" 

2.44 2.44 B C39H33F61H11203 

3.32 3. 32 ■ C39H69N1M3 

-1.27 -1.27 = C41H48N208 

1.59 1.73 C41H64013 

-1.60 -1.60 - C43H43N707S2 



NAME 



1,2,6-TRIMETHYLOUINULINIUM 0 00 EC YL SULFATE 

1,2,6-TRIMETHYLQUINOLINIUM D00ECYL SULFATE 

P-T-0CTYLPHEN0XYTETRAETH0XYETHAN0L/0PE-4/ 

TETH APHENYL ARSON IUM THI0CYANATE 

GENTIAN VIOLET /CRYSTAL VIOLET/ 

6- A-ME THYL -TRIAMCINOLONE ACET0N1D6 

ETDRPHINE HY0ROCHLURIOE 

4CRIDINE, 2-CL-7-MEO-5I 2-DIETAMINO-7-HEP-AMIN0I 

6-A-METHYL-21-0ES0XY-PRE0NI SOL ONE PROPIONATE 

6- A-METHYL -9- A-FLU0R0- 16- A-HYDR0XYC 0RT I S0NE AC6T0NI 0E 

N- METHYL ACR IDINIUH UN0EC YL SULFA TE 

HY0ROCnRTtS0NE-21-klUTYRATE 

HYDROCORTISONE-21- I-BUTYRATE 

AT R0P I NE-N-0CT YL 8ROM10E 

HOMATR0P I NE-N0NYL SULFATE 

N-ME- 3 -SUtOX YC ARBONYL P YP IDINIUM TETRADECYLSULF. 

BE N2YL D I MET HYL HEXA0ECYL AMMONIUM BR0MI0E 

CA0M IUM-CARBA2DNE CIJMPLEX 

CU PRIC-CAR3SZ0NE COMPLEX 

FERR0US-CARBAZONE COMPLEX 

MANGAN0US-CARBAZ0NF COMPLEX 

PLUMB0US-CAR8 AZ0NE COMPLEX 

STANN0US-CAR8AZ0NE COMPLEX 

2INC-CARBAZ0NF COMPLEX 

NICKEL -CARBAZ0NE COMPLEX 

6- A-FLU0R0-0EX AMETHAS0NE-2 1-BUTYRATE 

6-A-FLUOR0-0EXAMETHAS0NE-21- I-BUTYRATE 

AT R0PI NE-N-N0NYLBR0M IDF 

P-T-DCTYLPHENOXYPENTAETHOXYETHANOL/OPE-5/ 

BROMTHYM0L6LUE 

8R0MTHYM0L8LUE 

BR0MTHYMHLBLUE 

BRDMTHYMDL5LUE 

BROMTHYM'JL SLUE 

6- A-ME-9- A- FL-PREDN I S0L0NE- I 6, 1 7-AC ET0NI DE -21- ACETAT E 

BETAMETHASONE- 17- VALERATE 

0ETAMETHASONE-17-VALERATE 

6-A-ME-9-A-FL-HYDR0XYCDP TI SONE-ACE TONIDE -2 1- ACETATE 

HYDR0C0RTIS0NF-21-CAPRDATE 

AT ROPINE-N-OECYL BROMIDE 

6-A-MET HYL -TRIAMCINOLONE ACE TON I DF -2 1-PROP I0NATE 
6 -«,. HE .9- 4 .fL-HYDROXYC0RTI SONE-ACE TON IDE -PRO PI ONATE 
BARBITURIC ACIO, 1-N-OC TAOEC YL- 5, 5-DI ALLYl 
P-T-OC TYLPHENO XYHEXA ETHO XYETHAN0L/0PE-6/ 
DEUT ERO-PORPHYP. IN 

0RISe0FULVIN,TETRA-ACETYL-2'-GLUC0SYL0XY 
HE THANTHEL I NE-NONYL SULFATE 
OXYPHFNON I UM-NONYL S-JL F ATE 

P-T-OCTYLPHEN0XYHEPTAETHOXYETHAN0L/0PE-7/ 

TRIDIHEXYL -NON YL SULFATE 

NCS-L13089 

l,4-NAPHTH03UIN0NF,2-METHYLi3-PHYTYL (VITAMIN K) 

HENZDM ETHA > I S6 -NON YL SULFATE 

PR OPANTHEL I NE-NONYL SULFATE 

CEVADINE 

CEVAOINE 

I S OPRO P AM IJE-NONYL SULFATE 

P-T-OCTYLPMFNiXYOCTAFTHOXYETHANOL/OPE-8/ 

P<nTI)-PORPHYSIN 

HEMATO-POR'HYRIN 

MESO-PORPHYRIN 

ACCNIT IN6 

ACCNIT INE 

p-T-0CTYLPHEN n XYN0NAETHrj\YETHAN0L/0PE-9/ 
MONODFMETHYL-L-CUR INF 

3-AZIOO-3*-0E(UIMEAMIN0 J -4 '-HYOROXYERYTHROf YC I N 

C-CHONDROCURINE 

COPRO-PORPHYRIN 

N- DFSMETHYL ERYTHROMYCIN 

ERYTHROMYCIN C 

P-T-OCTYLPHENOXYDEC4ETH0XYETHANOL/0PE-10/ 

DE OX YERYTHROMYC IN 

DE0XY6RYTHR0MYCIN 

DE OX YERYTHROMYC IN 

DE OX YERYTHROMYC IN 

DEOXYERYTHROMYCIN 

DEOXYERYTHRDMYCIN 

DE OX YERYTHROMYC IN 

DEOXYERYTHROMYCIN 

DEOXYERYTHROMYCIN 

DEOXYERYTHROMYCIN 

DEOXYERYTHROMYCIN 

ERYTHROMYCIN 

ERYTHROMYCIN 

ERYTHROMYCIN 

ERYTHROMYCIN 

ERYTHROMYCIN 

ERYTHROMYCIN 

ERYT HR0MYC1N 

ERYTHROMYCIN 

ERYTHROMYCIN 

ERYTHROMYCIN 

4' -HYDR OX YERYTHROMYC IN 

D-TETRANDR I N E/NCS- 7703 7/ 

ER YT HROMYC I N-9 , 1 l-CARBONATE-6 , 9-HEMI KETAL 

FERR1C-CARBAZ0NE COMPLEX 

11-0- ACETYL DEOXYERYTHROMYCIN 

THALICARPINE (680751 

DI GITOXIN 

NCS-114347 



Partition Coefficients and Their Uses 
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NO. SOLVENT 



REF FOOT LOGP 
NOTE SOLV 



LOGP 
OCT 



EMPIRICAL 
FORMULA 



5801 OCTANOL 227 2.82 2.82 • C46HS6N4010.H2S104 

5B02 OCTANOL 227 3.72 3.72 - C46H58N409.H2S104 

58C3 SEC-BUTANOL 8* 19 1.21 1.19 C60H92N12010 

580* SEC-BUTANOL 8* 19 -0.07 -0.63 C66H103N17O16S1 

58C5 SEC-BUTANOL 84 19 -1.08 -2.28 C999 

58C6 SEC-BUTANOL 84 19 0.51 0.21 C999 



VINCRISTINE SULFATE IPKA- 5.5MNCS 67574) 

V1NCALEUK0BLASTINE SULFATE (PKA« 5.4X49842) 

GRAMICIDIN S-A 

BACITRACIN A 

INSULIN 

POLYPET IN A 



1 pH 1.1, 37°. 2 At pH = pi net charge = zero. 3 In w-pentyl acetate. 4 Calculated logPenoi = 1.48; log Pt tt o = 0.04; intramolecular H 
bonds indicated. 8 P reported constant between pH 2 and 6. 6 No log Pm* values were calculated because the H-bonding capabilities of boronic 
acids were greatly influenced by the c constant of substituents. 7 pH 2.0. 8 The large difference between the 3 and 4 isomers is explained in ref 
478. 8 Compounds with active hydrogens show unusually high log.Pben.en. values. 10 At pH 7.4 plus hexadecylamine; the addition compound is 
also partitioning. 11 Some lactone also present. ia This value appears "out of line"; it was not used in the regression equation. 13 Fun-ionized =» 
P*l(\ - a), where a = degree of dissociation calculated from pK.. 14 pH 7.4 + phosphate buffer; not ion-corrected. 16 pH 3.5. 16 pH 
~1.0. 17 Apparent P reported; not buffered or ion-corrected. 18 pH 7.05 + octadecylamine; addition compound is also partitioning. 18 pH 
1.0 using HC1. 80 pH -0.22 using HC1. 21 pH 7.1 + octadecylamine; addition compound also partitioning. 82 Value is ratio of solubilities, 
not a true P, but the activity of an inert gas is nearly unity even at saturation. 88 pH 7.3; ion-corrected 24 pH 7.3; estimated piT. = 4.9; ab- 
solute values not very reliable but comparison within series valid. 26 Corrected for ionization and dimerization by method of ref 29. 88 Ap- 
proximate value. 87 pH 7.3 in ref 489; pH 7.0 in ref 206; both ion-corrected. 28 pH 6.3, ion-corrected. 28 pH5.9. 38 pH 6.9. 81 pH 7.4; ion-cor- 
rected from pK t . Absolute values not reliable, but comparison within series valid. 82 pH 5.4. 88 pH 7.8. 84 pH 6.0. 88 pH 7.1. 38 pH 6,5 
using 1 M phosphate buffer; method = countercurrent extraction. 87 pH 7.1 using 0.1 M phosphate + 1 M NaCl. 58 pH 6,6 + 1 M phos- 
phate. 38 pH 6.9 using phosphate buffer. 40 pH 5.6 using phosphate buffer; ref 504 also lists values at pH 2.1-8.5. 41 This reference also lists 
values for decyl, undecyl, and dodecyl ion pairs. 42 May be dimerized in organic phase. 43 pH 7.5 + 0.2 M phosphate. 44 pH 7.4 using phos- 
phate buffer, ion-corrected. 48 Calculated from the mole fraction partition coefficient (Pmf) by the expression P - (Pmf) X 18(do)/MW 0 , 
where do = density of organic solvent and MW, = its molecular weight. 43 Ion pair. 47 Calculated from ratio C w /(Co)' /2 and the .faimer from 
ref 139. 48 At isoelectric point, pH 5.35. 48 pH 5.8; ion-corrected using p.K» = 4.8. 80 Classification by regression equation appears anoma- 
lous. 61 0°. 82 Aqueous phase is 5% HO. 63 In plastic containers. In alkylpyridinium series, adsorbtion to glass gives values lower by 0.15 
(decyl), 0.3 (hexyl), and 0.8 (butyl). 54 Dissolved in HC1, adjusted to pH 6.5. 86 Subject of U. S. Patent 3,417,077 issued to Eli Lilly & Co. 
88 pH 4.0. 87 pH 8.0 using 0.02 M phosphate-citrate buffer. 88 Assay procedure: J. Agr. Food Chem., 8, 460 (1960). 58 Commercial material: 
96% pure. 80 pH 11 using Sorenson's buffer. 81 pH4.7; log/ 3 * = -2,00 at pH 2.2. 82 Calculated as log,P = (p£ + 2) - pK.. 88 pH 6.4, ion- 
corrected. Log P's calculated from t values listed and log Pcacu = - 1.40 and log Pom = -0.70 for sulfanilamide. 34 pH 5.5; phosphate 
buffer; largely as anion; some polymer possible. 88 pH 7.4 using phosphate' buffer; not ion-corrected. 88 pH 8.93 using carbonate buffer; ion- 
corrected. 87 pH 9.2 using carbonate-bicarbonate buffer; ion-corrected. 38 pH 1.0; approximately half of phenothiazine ring nitrogens pro- 
tonated. 88 pH 7.6; where solute has two alkyl N atoms, some diprotonation probable. 70 Entered twice: once as enol, once as keto tautomer. 
71 pH 12.8; not ion-corrected; ~0.0001% in neutral form, 72 pH 7.32; not ion-corrected; ~0.1% in neutral form. 73 pH 10.15 using car- 
bonate-bicarbonate buffer. 74 pH 13.7; not ion-corrected; ~0,01% in neutral form. 78 pK, measured in acetonitrile which accentuates base 
strength. ,7 Log P at infinite dilution calculated by regression analysis; s = 0.03, r = 0.995. Note : mixed solvent #1 is 67 % (by volume) ethyl 
ether and 33 % petroleum ether. 
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— Dn-octanoi-water distribution coefficients. 6 The authors show that 

amines have higher volume of distribution than acids or 
neutral compounds of comparable log Ai-octanoi/wuu-r. They 
suggest this is due to the increased membrane affinity of 
amines. Membrane/water distribution coefficients may there- 
fore be a better model of the extent of distribution in vivo than 
n-octanol/water distribution coefficients. In this paper we 
provide evidence that sites of drug tissue distribution, as 
measured by the Adipose Tissue Storage Index (ASI), can be 
modeled by consideration of both n-octanol/water and 
membrane/water distribution coefficients. The Adog 

An-ocUnol/water-n.cmbn.^wBtcr)) descriptor is a good model of ASI, 

and a much better model than either log D n-xtanoVwaier or log 

DmembrWwattr alone. 



Abstract □ The in mo tissue distribution of seventeen drugs has been 
modeled by using estimated n-octanol/water and membrane/water 
distribution coefficients. In this study, the membrane affinities are 
estimated using the new technique of immobilized artificial membrane 
(IAM) column chromatography. A(tog ^^oca«)l^-mw1torafwwa«)), which 
measures a hypothetical equilibrium of the drug between of ft-octanol 
and membrane phase, is a better model of in vivo tissue distribution, as 
measured by Adipose Tissue Storage Index (ASI), than either rw)ctanol/ 
water or membrane/water distribution coefficients atone. This demon- 
strates the importance of membrane distribution coefficients as a 
complementary descriptor of lipophilicity to noctanol/water distribution 
coefficients, in modeling in vivo distribution of drugs. This rapid method 
for predicting in vivo distribution of drugs, based on /KWtanol and 
membrane/water distribution coefficients, may be a useful tool to aid the 
selection of drugs with beneficial pharmacokinetic profiles. 



Introduction 

The importance of lipophilicity in controlling absorption and 
distribution of drugs has been recognized for over 90 years. 1 - 2 
Over the years several model partitioning systems have been 
used to describe lipophilicity, but the system that has achieved 
the greatest importance has been n-octanol/water. This 
measurement of lipophilicity has been shown to relate to all 
aspects of drugs absorption and distribution, from gastrointes- 
tinal tract absorption to blood-brain barrier penetration. 3 
However, in an earlier paper we demonstrated that n-octanol' 
water distribution coefficients do not reproduce the partition- 
ing behavior of all classes of compounds in model membrane 
systems. 4 

Many basic amines show a much higher partition into 
artificial membrane vesicles than one would expect consider- 
ing their n-octanol/water distribution coefficients. Hydropho- 
bic solvents such as n-octanol can only support the efficient 
partitioning of the neutral form of the drug. An ordered 
phospholipid bilayer, however, can support the partitioning 
of both the neutral and positively charged form of amines. In 
some cases, the partition of the charged form is as favorable 
or more favorable than the partition of the neutral form. This 
is because protonated amines can make an interaction be- 
tween their positive charge and the negatively charged 
phosphate of the head group of the ordered phospholipid 
membrane. It is the ordered nature of the phospholipid 
membrane that makes this interaction possible. The distribu- 
tion of charge and hydrophobicity of the drug is complemen- 
tary to that of the ordered phospholipid membrane, a situation 
that could not exist between the drug and an isotropic 
hydrophobic solvent.* 

The importance of this interaction in vivo has been indi- 
cated by Smith and co-workers, who have examined the 
volume of distribution (V) of many drugs with their log> 

* Abstract published in Advance ACS Abstracts, July 1, 1997. 



Experimental Section 

Reagents— l,l-Bis(4-chlorophenyl)-2,2-dichlorethyIene) was pur- 
chased from Aldrich Chemicals Ltd. Phenytoin, haloperidol, thiopen- 
tal, imiprimine, and desiprimine were purchased from Sigma Chemi- 
cals Ltd. AU other compounds were held at Astra Charnwood. 

Determination of Capacity Factor on the Immobilized 
Artificial Membrane Column (IAM)— Membrane affinities were 
determined from capacity factors from a Regis immobilized artificial 
membrane (IAM) high performance liquid chromatography column. 
•Capacity factors (JCiam) as determined on the IAM column have been 
shown to be well-correlated with the partitioning into phospholipid 
vesicles. 7 

All measurements were carried out at pH 7.4 using disodium 
orthophosphate/monosodium orthophosphate (Sorensens buffer) at 
—0.03 M. All buffers were filtered prior to use, as this was found to 
be critical to the lifetime of the column. The column used was the 3 
cm Regis IAM.PC.DD column fitted with a 1 cm guard column. The 
flow rate was 1 mL/min and detection was carried out at the X mni . of 
the compound. The concentration of the sample was around 0.25 mg/ 
mL and the injection volume used was 20 /iL. The column temper- 
ature was maintained at 40 °C, as at ambient temperatures com- 
pounds failed to eiute from the column. The column performance was 
monitored with the standards provided from the manufacturer and 
also using desiprimine. The reproducibility on a day to day basis was 
very good, with repeat log Kiam values being determined ±0.1. Small 
changes in pH and ionic strength did though cause large changes in 
the retention time, so care was required with mobile phase composi- 
tion. The column to column variability was found to be acceptable 
with the variation in log JTiam being around 0.1 unit. The void volume 
was determined in all cases using citric acid, as recommended by the 
manufacturer. 

Where possible, the capacity factor was determined using only an 
aqueous mobile phase. However, where the lipophilicity of the 
compound was too high for it to be eluted under these conditions, an 
organic modifier was added (acetonitrile, HPLC grade, far UV) to the 
mobile phase and the retention time determined. A calibration graph 
of retention time versus percentage of organic modifier was then 
constructed, and the retention time at 0% organic modifier was 
determined by extrapolation. For acids and neutral compounds, the 
plot of retention time versus percentage organic modifier was linear 
with r 2 — 0.99. In the case of basic compounds, the dependence of 
retention time on percentage organic modifier was found to be 
nonlinear. Therefore a purely aqueous mobile phase was used for 
all bases unless absolutely unavoidable. Amiodaronc was the only 
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basic compound where the extrapolation technique was used, as the 
compound could not be eluted with a purely aqueous mobile phase. 

The retention time « r ) of the compound, together with the retention 
ti me of the void volume tt 0 ) was used to calculate the capacity factor 
(K*) of the compound using the following equation: 



log P/log Th 4 and pJC a Values-The log P and pJC a data for the 
compounds used in this work were obtained from the PomonaSb 
database, which is in the Daylight soaware marketed by Daylight 
Chemical Information Systems Inc. 8 

log P data was corrected to pH 7.4, where appropriate using the 
following equations: 

for acidic compounds 

log D = log P - log { 1 + antilog(pH - p/f a )) 
for basic compounds 

log D = log P - log (1 + antilogtp/t, - pH)) 

This is an estimate of the expected partitioning into n-octanol at 
pH 7.4 and assumes that only the neutral form of the compound is 
the partitioning species and that any ionized form of the drug cannot 
partition to any significant extent. Although it is well-known that 
n-octanol can support the partition of ion pairs of ionized compounds 
with counterions from the buffer solution, or the intramolecular ion 
pairs of zwitterions, this is considered of little physiological relevance 
to phopholipid bilayer permeation. 9 -" Partitioning of the "bare" 
charged form alone is of insignificant consequence for acids and bases 
in n-octanol. 412 This is not the case though for partitioning into 
phospholipid bilayers. 4 

HPLC System— A Waters modular system consisting of a 600s 
controller unit , a 996 photodiode array detector, a 616 pump, a 717 
autosampler, and the Millennium software system were used through- 
out this work. 

Results and Discussion 

One common perception is that highly lipophilic drugs tend 
to show increased storage in adipose tissue. 13,14 This seems 
a reasonable conclusion, as adipocytes, cells that comprise 
adipose tissue, are large cells whose intracellular volume is 
almost completely filled with lipid stored as triglyceride oil. 
This triglyceride globule behaves like a hydrophobic solvent. 
Hence, adipose tissue has a high capacity for storage of 
lipophilic drugs, and it would be expected that n-octanol/water 
partition coefficients will be a good model of this process. This 
view is supported by work of Bickel et al., who have found 
that in vitro drug accumulation in adipose tissue slices does 
indeed show a good correlation with log P. 15,16 

It was surprising therefore that drug tissue distribution 
studies in vivo show no correlation between adipose tissue 
build-up and lipophilicity. 1 7 18 In vivo it appears the key factor 
detennining the occurrence and extent of adipose tissue 
storage is the binding competition between adipose tissue, 
lean tissues, and blood plasma proteins. It was suggested that 
whereas adipose tissue binding is related mainly to log P, 
blood and lean tissue binding is determined by log P and the 
drugs molecular structure. 18 

Bickel introduced the concept of Adipose Tissue Storage 
Index, ASI, to quantify tissue distribution of drugs. The ASI 
was defined as 



ASI = 



'ad max 



■^ad max 

where C a a mux is the maximum concentration in adipose tissue 



after a single dose and max is the hypothetical (average) 
concentration of evenly distributed drug at t - t ad max . This 
can be calculated from the mass balance of a kinetic distribu- 
tion experiment, or if elimination is slow, the value can be 
approximated to t = 0. Bickel suggests this is a better 
descriptor of the extent of adipose storage than the frequently 
used concentration ratio adipose/plasma (C ad /C p i), as drugs 
that are stored in nonadipose tissues can have very low 
plasma levels which then result in high C ad /C p i in the absence 
of significant adipose storage.' 8 The ASI value of a particular 
drug was found to vary little when calculated from multiple 
studies or even from different species. ASI values for over 
100 drugs have now been reported. 19 

In general, lipophilic neutral and acidic compounds show 
increasing accumulation in adipose tissue with increasing 
lipophilicity. Many basic drugs, however, show ASI values 
below unity and are not stored in adipose tissue irrespective 
of their lipophilicity. It appears that high lean tissue affinity 
is the main determinant of the low ASI for basic drugs. 18 For 
example, the distribution of imipramine and other basic drugs 
is characterized by very high lean tissue/plasma ratios and 
at the same time low adipose/plasma ratios. 20 

Why should amines show such a high affinity for lean tissue 
whereas neutral and acidic compounds appear to favor adipose 
tissue? The key factor, we believe, is the difference in affinity 
the drug shows for ordered phopholipid over disordered lipid, 
and the relative proportions of ordered phospholipid to 
disordered lipid in each tissue. Figure 1 shows photomicro- 
graphs of adipose tissue and liver tissue, as a representative 
of lean tissue. Adipocytes appear to be large cells with almost 
all their total intracellular space filled with liquid triglyceride. 
This can be seen in Figure I, where the intracellular triglyc- 
eride globule forces the intracellular components, e.g. the 
nucleus, to the perimeter of the cell. 21 The triglyceride has 
little ordered structure in vivo and behaves like a hydrophobic 
liquid. This globule of liquid triglyceride dominates the total 
lipid composition of the tissue. The highest proportion of lipid 
in lean tissue is present as phospholipid and glycolipid, which 
constitute all the external and internal membrane bilayers 
of the cell. If a compound shows a favorability toward lipid 
present as a phospholipid bilayer, then we believe it will not 
build-up in adipose tissue. 

The structures for the 17 diverse drugs studied are shown 
in Figure 2. ASI values for these drugs were taken from the 
literature 15-20 and are shown in Table 1 together with logP, 
pK u , logD„-„.,„n„i/ l ,oter. and log/fiAM values determined. These 
17 drugs were chosen for study to be a representative sample 
of structural types that have determined ASI values. Bickel 
suggested that ASI could be described by log P only for acidic/ 
neutral drugs, but not for amines. Our aim was to derive a 
unified model that described ASI for all classes of compounds. 
As the data set contains nine bases and eight acidic/neutral 
drugs, this selection represented an exacting test for a 
physicochemical approach that attempts to generate a unified 
model. 

The ASI value of a particular drug will not necessarily 

depend Only upon its log /3,,-octanol/waUr Or log Dmimbrane/wator- 

Figures 3, 4, and 5 show the dependence of ASI upon log P, 
log Dn-ocunui/w^rr. and log Kiam, respectively. Bickel suggests 
that there is no correlation between ASI and log P. 1516 This 
is correct (Figure 3), but there is a significant correlation 
between ASI and log D7.1 (Figure 4, r 2 = 0.64). The observed 
distribution at pH 7.4 takes account of the lipophilicity (log 
P), the degree of ionization and is the more relevant measure 
of lipophilicity, when comparing neutral compounds and 
ionizing compounds of differing piT,. There is a weak cor- 
relation between ASI and log .Rum (Figure 5, r 2 = 0.12). 

If we assume the ASI essentially models the direct equi- 
librium between adipose tissue and other body tissues, ignor- 
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Figure 1— Photomicrographs of rat adipose tissue and rat liver slice. Picture width = 30 /<m. 



ing at present the contribution from blood plasma protein 
binding, we can model ASI using Alog D defined as log 
D n -oc«a no i/w a ter - log tfuM. This essentially describes the direct 
equilibrium of the drug between the n -octanol and phopholipid 
membrane phase. It is a measure of the drugs favorability 
for rt-octanol or the phospholipid membrane. Hence it is 
essentially an in vitro model of adipose tissue/lean tissue 
competition for drug described by Bickel and measured by 



ASI. The ASI values for these same 17 drugs are plotted 
against log D B -oct»noi/wati>r - log Kiam in Figure 6. A(log D) is 
a better model for ASI values (r 2 = 0.83) than either log 
Dn-ocunoi/water (r 2 = 0.64) or log *4am (r 2 = 0.12) alone. 

Amiodarone is the only basic compound in this set that 
shows a high ASI value. Its log D n -ortoraiiA»atcr - logfCu-M value 
is consistent with its distribution into adipose tissue, and is 
not an outlier on Figure 6. Our hypothesis suggests that low 
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Figure 2-Strudures o( the 17 diverse drugs studied. 

ASI values of amines are due to the higher than expected 
affinity of basic amines for phospholipid bilayers. This is 
because the structure of basic amines is complementary to 
that of the membrane and basic amines can make an extra 
energetically favorable electrostatic interaction with a phos- 
pholipid bilayer. They can partition so as to place their 
positive charge with the negatively charged phosphate head 
groups of the membrane and their hydrophobic end with the 
hydrophobic fatty acyl chains. Neutron diffraction studies 
have shown that bases such as amlodipine do show such 
interfacial partitioning. 22 But similar studies show that 
amiodarone partitions deep into the hydrocarbon core of the 
bilayer. 23 Our rationalization is that amiodarone's charge and 
hydrophobicity in its structure do not allow it to make both 



17 Amiodarone 



electrostatic and hydrophobic interactions with the bilayer, 
and its partitioning is dominated by hydrophobicity. Early 
work also suggests that the head group interaction is most 
Favorable for primary basic amines and least favorable for 
tertiary amines, like amiodarone.' 1 

In this study we have not considered the competition for 
adipose uptake presented by plasma protein binding. The 
contribution of plasma protein binding to the competition with 
adipose tissue may explain some of the residual 17% unex- 
plained variation in the correlation shown in Figure 6. 
Considering that this residual unexplained variation in our 
correlation also contains the experimental error in determin- 
ing ASI and other random error, for this dataset, protein 
binding must make a minor contribution in controlling ASI 
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Table 1 -Adipose Storage Index, Capacity Factors Derived From the I AM Column, and Physicochemical Parameters tor 17 Diverse Drugs 



No. 



Name 



r\\)\ 


Inn f% fi 


luy ' 


loa /dtu rf 

■"y ' MAM 


loa Chi - loa Km" 


pKa' 


Nature of Dt 


0.1 


2.27 


4.30 


1.71 


0.56 


8.4 


Basic 


0.3 


1.04 


3.90 


1.66 


-0.62 


7.5 


Basic 


0.3 


2.70 


4.60 


1.44 


1.26 


9.5 


Basic 


0.3 


1.48 


4.00 


1.44 


0.04 


105 


Basic 


0.34 


2.07 




1.72 


0.35 


10.3 


Basic 


0.4 


1.30 


3.10 


1.05 


0.25 


4.5 


Acidic 


0.5 


3.39 


5.00 


2.06 


1.33 


9.3 


Basic 


1.1 


1.40 


1.40 


1.38 


0.02 


8.0 


Acidic 


1.2 


0.97 


0.97 


1.36 


-0.39 




Basic 


1.9 


1.92 


3.01 


1.47 


0.45 


9.3 


Basic 


2.3 


1.90 


1.90 


0.73 


1.17 




Neutral 


4.6 


2.80 


2.80 


0.98 


1.82 




Neutral 


5 


2.50 


2.50 


0.51 


1.99 


8.3 


Acidic 


5 


2.80 


2.80 


0.21 


2.59 


7.5 


Acidic 


7.5 


5.90 


5.90 


1.57 


4.33 




Neutral 


7.8 


3.91 


3.90 


0.79 


3.11 




Neutral 


8.1 


5.66 


6.70 


1.85 


3.89 


8.4" 


Basic 



1 Haloperidol '• 

2 Clozapine 

3 Imipramirte \ 

4 Desipramine 

5 Phenoxybenzamine 

6 Indomethacin 

7 Chlorpromazine 

8 Pentobarbital 

9 Nitrendipine 

10 Ketanserine 

11 Clobazam 

12 Diazepam 

13 Phenyloin 

14 Thiopental 

15 (1,1 -Bis(4-chlorophenyl)-2.2-dichlofoethylene) 

16 /v-Acetyldesiprimine 

17 Amiodarone 



'Adipose tissue storage index."-'' 'tog(r>octanol-water distribution coefficient at pH 7.4). c logfrwctanol-water partition coefficient of neutral form). "log'IAM 
column capacity factor). «tog(/K)ctanol-water distribution coefficient at pH 7.4) - log KUu. ' p«k of compound. » Nature of compound. "pK, estimated on the basis of 
the Hammett equation" for tertiary amines (9.61 - 3.30l<r*, using a' for Ihe phenoxyethyl substituent of 0.384. 




y = 0.52x • 0.87 
r* = 0.08 p = 0.28 F - 0.23 n = 18 



8 o *rf 0 b 'o 



4 
LogP 



Figure 3— Plot of adipose tissue storage Index (ASI) versus log(n-oclanol/water) 
partition coefficients for the 17 drugs studied: (O) bases, (□) acids, (a) neutral. 




y = 1 61 - 1.43 
r 2 =0.64 F = 26.9p = 1.1 x lO^na 17 



logD, 4 



Figure 4— Plot of adipose tissue storage index (ASI) versus log(rK>ctanol/water) 
distribution coefficients at pH 7.4, log Dr t . for the 17 drugs studied. (O) bases. 
(□) acids, (a) neutral. 
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Figure 5— Plot of adipose tissue storage index (ASI) versus log Kim determined 
from 1AM column chromatography: (O) bases, (□) acids, (a) neutral. 
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y = 1.81*0.40 
? = 0.83 F = 72.3 p = 4.03 x 10"' 
n* 17 



I ■ I ' I 
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Figure 6— Plot of adipose tissue storage index (ASI) versus A(log D? t - tog 
Kvu): (O) bases, (□) acids, (a) neutral. 



compared with adipose and lean tissue storage. The expan- 
sion of this model to include further compounds and contribu- 
tions from protein binding will be the basis of the next phase 
of this study. 



The success of this A(log D) descriptor in modeling in vivo 
tissue distribution further supports our view of the importance 
of drug— membrane interactions in controlling the pharma- 
cokinetic and tissue distribution profile of drugs. As the 
perfusion of fat tissue is significantly lower than that of organ 
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tissue or muscle, 24 - 25 differing sites of drug distribution will 
have a major influence upon the pharmacokinetics of the 
drug. 26 

The target of .medicinal chemistry is the design of new 
compounds with "the desired pharmacodynamics and phar- 
macokinetics, with.an acceptable safety profile. It is well- 
accepted now that medicinal chemists have the tools, (protein 
target structures, computational chemistry tools, and combi- 
natorial chemistry technologies) and understand the rules that 
can be applied to optimize potency and selectivity for a 
particular pharmacological target. It is less well understood 
how you can design into a drug discovery program controllable 
pharmacokinetics. Pharmacokinetics in vivo are controlled 
by absorption and the rates of drug clearance together with 
the rates and extent of drug distribution. An understanding 
of structural features controlling drug membrane interactions 
relative to bulk lipophilicity may take us one step nearer to 
understanding the molecular features that control drug 
distribution and hence toward a rational control of in vivo drug 
pharmacokinetics. 
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Simple Method of Calculating Octanol/Water Partition Coefficient 

Ikuo Moriguchi,* Shuichi Hirono, Qian Liu, Izumi Nakacome, and Yasuo Matsushita 

School of Pharmaceutical Sciences. Kitasato University. S-9-1 Shirokani. Minato-ku. Tokyo 108. Japan. Received July 23. 1991 

A simple method of calculating log P (partition coefficient in ocianol/watcr) has been developed based on the 
quantitative structure-log/' relationship for 1230 organic molecules having a wide variety of structures. The 1230 
organic compounds investigated included general aliphatic, aromatic, and heterocyclic molecules together with various 
drugs and agrochemicals. The predictive structure-log P model obtained by multiple regression analysis involved only 
13 parameters for hydrophobic atoms, hydrophilic atoms, their proximity effects, unsaturated bonds, amphoteric property, 
and several speciric functionalities. A saturation effect was recognized in the parameters for hydrophobic and hydrophilic 
atoms, and unsaturated bonds. The structure-log P relationship was highly significant as the F-statistics= 900.4. This 
simple method appears accurate enough for semiquantitative uses in structure-activity rating studies, especially for 
quantitative structure-activity relationship in toxicity. 

Keywords parlition coefficient: octanol/water partition; hydrophobicity: mulliplc regression analysis; quantitative 
structure-activity relationship; predictive model 



Introduction 

Many diverse biochemical, pharmacological, and toxi- 
cological processes involved in drug action are known to 
be dependent on the hydrophobic property of drug mol- 
ecules. Parametrization of the hydrophobicity is one of 
the important aspects in quantitative structure-activity 
relationship (QSAR) studies. As a parameter for the hy- 
drophobicity, Hansch and Fujita" successfully intro- 
duced the logarithm of partition coefficient between oc- 
tanol and water, log P, to regression analysis of biological 
activities to establish QSAR. Since then, there has been 
ever-increasing need for prediction of log P for various 
structures, especially those for which experimental values 
arc not available. 

Hansch el al. 2 i> and Rekker and his colleague 4 " em- 
pirically calculated log P using some fragment constants 
and correction terms. Fully computerized systems such as 
CLOGP 6 ' based on the empirical method of Hansch el al. 
are in widespread use. The compuierized empirical methods 
work well for a number of compounds; however, difficulties 
have sometimes arisen in decomposing the structure into 
appropriate fragments whose constants are available. 

For compounds having simple structures, more sophisti- 
cated methods of estimating log P were proposed by Rogers 
and Cammarata. 7 ' Hopfmger and Battershell, 81 Klopman 
and lrolT, 9 ' Iwase ei o/.. 10 ' Kasai et <//.,'" and Sasaki el 
al. ll) Although these methods may be theoretically in- 
teresting, they do not seem practically applicable to com- 
plex structures of drugs and agrochemicals. 

Recently, QSAR's in toxicity for large sets of data have 
been studied and their use attempted by regulatory agencies 
and industry to screen compounds for possible health and 
environmental hazards. For this purpose, a simple method 
of calculating log P for any type of molecule is strongly 
desired. Since such toxicity data are generally collected from 
many different sources, observed potencies are usually 
classified into several ratings and treated semiquantiiatively. 

In this study, we have attempted to develop a simple 
method of approximating log P for organic molecules of 
diverse and complex structures. The method is based on the 
structure-log P relationship obtained from the multiple 
regression analysis (MRA) of 1230 organic molecules 
including general aliphatic, aromatic, and heterocyclic 



compounds together with complex drugs and agrochemi- 
cals. The predictive structure-log P model involves only 13 
structural parameters, and appears accurate enough for 
semiquantitalive use in structure-activity studies. 

Methods 

Compounds and log P Data for MRA The 1230 compounds used for 
the structure-log P relationship analysis have diverse structures including 
C. H, N. O. S. P. F. CI. Br. and/or I atoms listed in Table 1. Their observed 
log P values were cited from the literature. 3 ' 

; Structural Parameters for Multiple Regression Models Parameters for 
hydrophobic atoms, hydrophilic atoms, their proximity c/rects, unsaturated 
bonds, intramolecular hydrogen bonds, ring structures, amphoteric 
property, and several specific functionalities were used and are listed in 
Table II. For three of these parameters, CX. NO. and UB, their saturation 
effects were investigated using nonlinear forms, (CX)', (NOY". and (UB)" 
(0.5sa< 1.0) as well as the original parameters. CX is the summation of 
weighted numbers or carbon and halogen atoms, and the weight values 
were taken to be simple but approximately proportional to the van der 
Waals volume or atomic spheres, since the van der Waals volume is well 
correlated with hydrophobicity for apolar structures. 131 For POL. the 
upper value was limited to 4.0, since, with this limitation, the contribution 
to the regression with log P was lound to be best. Other values for 
estimation or parameters such as those of PRX. I IB. AMP, QN, and iVCS 
were also empirically evaluated. 

Calculation All calculations were carried out on a Sony NWS-830 
computer and a Kobe Steel KTR-B08 transputer attached to an Epson 
PC-2X6VF microcomputer using a self-written MRA program. 

Results and Discussion 

Multiple Regression Studies Using 1230 log P Data It is 
generally thought that log P of a molecule can be estimated 
from the contribution of its hydrophobic and hydrophil- 



Tai»u I. Composition or Compounds for Mulliplc Regression Analysis 



Atom 


Number 


Compound with the max. number of the atom 


C 


1—24 


Triamcinolone acetonide 


H 


0—34 


Prostaglandin fi-l 


N 


0— 5 


2.4-Diamino-6-dimethylaminopyrimidinc-3-oxide 


O 


0— 7 


Sulbenicillin 


s 


0— 2 


Sulbenicillin. etc. 


p 


a- 1 


Parathion. etc. 


F 


0— 7 


2.2.3.3,4.4.4-Heptafluorobutanol 


CI 


0 - 6 


yBHC. etc. 


Br 
1 


0- 3 
0— 1 


2-(2.4,6-Tribromophcno.\y)ciliaiHil 
5-lodo-uracil. etc. 
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Tabu; II. Parameters Used 



Parameter Type J| 



Description 



CX 



NO 
PRX 



VB 
HB 

POL 
AMP 
ALK 
RNG 



QM 
N02 

yes 

BLM 



N 
N 



N 



D 



N 



N 



N 
N 
N 



Summationof numbers of carbon and halogen 
atoms weighted by C: 1 .0. F: 0.5, CI: 1 .0, Br: 1.5, 
and I: 2.0 

Total number of N and O atoms 

Proximity effect of N/O: X-Y: 2.0, X-A-Y: 1.0 

(X, Y : N/O. A: C, S, or P) with a correction (— I) 

for carboxamide/sutfonamide 

Total number ofunsulurated bonds except those 

in NOj 

Dummy variable for the presence of 
intramolecular hydrogen bondasor/fto-OH and ■ 
- CO - R, -OH and-NHj, -NH 3 and COOH, or 
8-OH/NH, in quinolincs. 5 or 8-OH/NHj in 
quinoxalines, etc. 

Number of aromatic polar substituents (aromatic 
substilucnts excluding Ar-CX 3 - and Ar-CX = 
C<, X: C or H) 

Amphoteric properly; a-aminoacid: 1.0, 
aminobenzoic acid: 0.5, pyridinecarboxylic acid: 
0.5 

Dummy variable for alkane.alkcne. cycloalkane. 
or cycloalkene (hydrocarbons with 0 or I double 
bond) 

Dummy variable for the presence of ring 
structures except benzene and itscondenced rings 
(aromatic, heleroaromatic. and hydrocarbon 
rings) 

Quaternary nitrogen: >N<. 1.0; N oxide. 0.5 
Number of nilro groups 
Isothiocyanato (-N=C = S). 1.0; ihiocyan.no 
(-S-CsN). 0.5 

Dummy variable for (he presence of 0-lactnm 



-2 













/ 










• • jf • 












• 


















—VhA 























0 2 1 

log F (obs.) 



a) N, numerical variable: D. dummy variable. 

ic substructures. As basic parameters, we used CX, the 
summation of empirically weighted numbers of carbon and 
halogen atoms for primary contribution of hydrophobic 
atoms, and NO, the total number of nitrogen and oxygen 
atoms for primary contribution of hydrophilic atoms, for 
MRA of I230 log/ 3 data. The resultant two-parameter 
equation is shown as Eq. I, 

log / > = 0.2460r-0.3X6A'0 + 0.466 (1) 
(/ = 32.0) (J = 25.6) 

n=l230. r = 0.730, * = 0.912. F 0 {2. 1 227) = 700. 3 

where ' = '-statistics for the coefficient, n — number of 
compounds, s = standard deviation of the estimation error, 
and F n = /-"-statistics for the correlation. The equation, 
showing a positive contribution of CX and a negative 
contribution of NO to logF, is entirely consistent with the 
general image of the log P model. 

The contributions of CA'and NO to log P were considered 
not simply linear but. instead, there seemed to be a 
saturation with greater values of CX and NO. So. the 
saturation effect was investigated using nonlinear forms of 
the parameters, (CAT and (NO)° (0.5<a< 1.0), and the 
following equation with an improved correlation (F u = 
810.7) was derived. 



log /> = l.00l(C.n O6 -0.47%VO)°» + 0.754 
(7 = 34.5) (7-27.2) 

«=1230. r = 0.754. jr = 0.876, F 0 {2, 1227) = 810.7 



(2) 



Fig. 1. Correlation between Observed log P and Calculated log P from 
Eq. 4 for 1230 Compounds 



The proximity effect of nitrogen and/or oxygen atoms 
was also considered important as a correction for the 
electronic structure. Incorporating an empirical parameter 
for proximity, PRX, into Eq. 2 resulted in a remarkable 
improvement in the correlations as shown in Eq. 3. 

log/>=l.24I(CA') O6 -l.07l(A'O) 0 ' + 0.463/'K.V-1.155 (3) 
(/ = 49.6) (r = 40.l) (7 = 26.1) 

<i=I230. r = 0.850, v = 0.703. F„(3.I226)= 1067.6 

In this equation, F-statistic is very high, but the s value is 
not low enough for practical use. The effects of various 
substructures of molecules were therefore further investi- 
gated for addition to Eq. 3 using parameters such as those 
listed in Table II. Finally, we obtained the following 
/equation with 13 simple parameters using MRA Tor the 
entire set of 1230 compounds. 

log /» = 1. 244 (CY) 0 *- I.OI7(,VO) 0, + 0.406/'«.V (4) 
(7 = 60.5) (7 = 58.5) (7 = 33.8) 

- 0. 1 45( W " + 0. 5 1 1 HB + 0.268 PO L - 2. 2 1 5.4 M P 
(7 = 9.5) (7 = 5.9) (7 = 19.6) (7=19.5) 

+ 0.9 1 2.4 £ A.' - 0.392K.VG - i.bUQS + 0.474.VO2 
(7 = 9.5) (7=13.1) (1 = 22.1) (7 = 10.8) 

+ l.582A'C<> + 0.773B£.V/- 1.041 
(f-16.4) (7 = 5.0) 

/i=I230. r = 0.952. .v — 0.4 1 1 . F 0 ( 13,1216) = 900.4 

The squared correlation matrix for the parameters included 
in Eq. 4 is listed in Table III. There seemed tobe no possibility 
of chance correlation from this matrix and the '-values for 
regression coefficients given in Eq. 4. 

The relation of log P values calculated using Eq. 4 and 
the corresponding experimental values is drawn in Fig. 1. 
This shows a good lit, in spite of a large number of diverse 
molecules and a small number of straightforward param- 
eters. In Eq. 4, the values of the /-statistics indicate that 
the parameters for hydrophobic and hydrophilic atoms. 
' (CX) 06 and (NO)° '\ provide dominant contributions as 
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Table III. Squared Cross-Correlation Matrix of Parameters Used in Eq. 4 



(CV) 06 (A'O) 0 ". PRX (l/fl) 08 HB POL AMP ALK RNG QN N02 NCS 



(CX) ot 


1.00 






















(NO)"- 9 


0.20 


1.00 




















PRX 


-0.04 


0.82 


1.00 


















(UB)"" 


0.71 


0.37 


0.19 


1.00 
















HB 


0.07 


0.11 


-0.05 


0.11 


1.00 














POL 


0.36 


0.36 


0.25 


0.51 


0.16 


1.00 












AMP 


-0.03 


0.08 


0.04 


0.00 


0.09 


0.05 


1.00 


1.00 








ALK 


-0.15 


-0.20 


-0.10 


-0.21 


-0.02 


-0.12 


-0.02 


1.00 






RNG 


0.07 


0.26 


0.17 


0.04 


-0.05 


-0.09 


-0.03 


-0.02 


1.00 




QN 
N02 


-0.03 


0.02 


0.05 


0.00 


-0.01 


0.00 


-0.01 


-0.01 


0.09 


1.00 


-0.05 


0.42 


0.S8 


0.04 


-0.04 


0.21 


-0.03 


-0.04 


-0.12 


-0.01 


NCS 


0.06 


-0.06 


-0.07 


0.16 


-0.02 


0.03 


-0.02 


-0.02 


-0.07 


-0.01 


-0.01 


BLM 


0.41 


0.24 


0.05 


-0.06 


0.05 


-0.14 


0.00 


-0.01 


0.26 


0.00 


-0.09 



1.00 

-0.05 1.00 



/ = 60.5 and 58.5. respectively. In this and other respects, 
Eq. 4 seems a reasonable model for structure-log/ 0 
relationship. Further, the value of s indicates that the 
estimation of log P using this simple equation is accurate 
enough for semiquantitative uses in structure-activity rating 
studies. 

Four examples are shown below to illustrate the 
calculation of log P using this method. For comparison, 
log P values calculated by CLOGP are also listed. The first 
two arc examples giving results of reasonable accuracy. 
Examples 3 and 4 give rather poor accuracy, possibly owing 
to electronic and topological properties peculiar to sortie 
lactone and fused ring structures. Our simple method does 
not cope effectively with such special cases, however, this 
shortcoming appears common to CLOGP. 

H F 

Ex. I. Halolhane Cl-C C-F C,HBrCIF 3 
Br F 

CY= 1.0x2 (for C 2 ) + 0.5x3 (for Fj)+ 1.0x1 (for CI) 
+ 1.5 x I (for Br) 
= 6.0 

log P=> 1.244 x (6.0)° * -1.041 =2.60 
measured = 2.30; Calcd (CLOGP) = 2.45 14 ' 

f^WH-c-NH-r-r S \< Mc 

Ex. 2. Ampicillin \=/ ^ h ^q 0 <^" N --< Me C 1 , i ll 1 ,N J 0 4 S 

CO,H 

CX=\.0x 16(forC, 6 )=l6.0 
A'O = 7.0 (for N,0 4 ) 

PRX=> 1.0 (for -CO-NH-K 1.0 (for CO-N;i + 2.0 (lor -CO-OH) 
= 4.0 

UB=b.Q (for 6 double bonds) 

KA'G= 1.0 (for ring) '< 
BLM = 1 .0 (for /Maciam) 

log P= 1.244 x ( 16.0)°"- 1.017 x (7.0)° " + 0.406 x 4.0 

-0.145 x (6.0)° "-0.392x 1.0 + 0.773 x 1.0- 1.041 

= 1.06 

measured = 1.35: Calcd (CLOGP) = 1.00"' 
O 

Ex. 3. <5-Valerolactone 



CX= 5.0 (for C,) 
/VO=2.0 (for O,) 
P*Jt =2.0 (for -CO-O-I 
UB= 1.0 (for a double bond) 
RNG = 1.0 (for ring) 

log P = 1.244 x (5.0)° 6 - 1.017 x (2.0)° " -r 0.406 x 2.0 
-0.145x(l.0) os -0.392x 1.0-1.041 
= 0.60 

measured = -0.35: Calcd (CLOGP) = 0.66'*> 




=N ° H C^HnClN^, 



C 5 H„0, 



EX. 4. Oxazepam CI 



CA'= l.Ox 15 (for C„)+ 1.0 x 1 (for Cl)= 16.0 
.VO = 4.0 (for N,Oj) 

PRX= 1.0 (for -NH-CO ) + 2.0(for =N-C-OII)-3.0 
UB= 8.0 (for 8 double bonds) 
POL = 4.0 (lor Ph-CI. Ph-NH-. 2 x Ph-C= N-) 
R,VG= 1.0 (for ring) 

log P= 1.244 x ( 1 6.0)* & - 1 .0 1 7 x (4.0)° ' + 0.406 x 3.0 

- 0. 145 x (8.0)° 8 + 0.268 x 4.0 - 0.392 x 1.0—1.041 
= 3.12 

measured = 2.25; Calcd (CLOGP) = 3.33' 4 ' 

Comparison of the Present Method with Other Studies In 
a similar study with less diverse structures, Klopman et 
<//. 15) reported simple correlation models for calculating 
log P. They studied a set of 195 general organic molecules 
including C, H, N. O, and/or CI atoms. The fit for the 195 
compounds using seven or nine parameters was almost as 
good, with a correlation coefficient of r = 0.962 and 0.974, 
respectively. The seven descriptors were the number of 
carbon, hydrogen, nitrogen, oxygen, and chlorine atoms 
and the number of acid/ester and nitro functional groups. 
The additional two descriptors were the number of 
methylene or methyl substituents attached to a phenyl ring 
and a descriptor to indicate the aliphatic hydrocarbons from 
the rest. 




log P (obs.l 



Fig. 2. Correlation between Observed log P and Calculated log P from 
Eq. 5 for 195 Compounds 

For comparison, we investigated the structure-log P 
relationship for the same set of compounds using the 13 
parameters appearing in Eq. 4 as candidate descriptors. The 
resultant equation was as follows: 

log /•= l.464(CV) o «-l.22l(W) <, - , x0.653/'/?.V (5) 
(r = 31.6) (r = 27.l) (« = 21.9) 
-0.300(UB) oa +0.335/>OZ.+O.726,f L/C 
(f=10.0) (/ = 9.4) 0 = 5.8) 

-0.269**6- 1.358 
(f = 3.8) 

n=!95, r=0.975, j = 0.290, F 0 (7.187) = 512.2 
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Seven parameters sutliced to describe the relationship, since 
molecular structures of the 195 compounds were rather 
simple compared with those of the 1230 molecules. The high 
correlation is shown in Fig. 2, indicating a good fit. 

In conclusion, our new procedure gives comparatively 
better results in the estimation of log P for diverse struc- 
tures. The method is very simple and applicable to almost 
any type of organic molecules, although it is not precise 
enough to differentiate log P among geometrical isomers. 
It is hoped that the present method will be widely used for 
structure-activity rating studies, especially for QSAR in 
toxicity. 
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